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Ramachandran Plot
pdb3I71
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Plot statistics
Residues in most favoured regions [A,B,L] 3100 86.7%
Residues in additional allowed regions [a,b,l,p] 438 12.3%
Residuesin generously allowed regions [~a,~b,~l,~p] 26 0.7%
Residues in disallowed regions 11 0.3%
Number of non-glycine and non-proline residues 3575 1000%
Number of end-residues (excl. Gly and Pro) 37
Number of glycine residues (shown as triangles) 262
Number of proline residues 195
Total number of residues 4069

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

pdb3171
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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
pdb3I71
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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
pdb3I71
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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

pdb3171
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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
pdb3l 71
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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.

pdb3171_03.ps



PROCHECK

Main-chain parameters
pdb3l71

OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omegaangle sd
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0 d. Alpha carbon tetrahedral distortion
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 3575 86.7 700 100 1.7 BETTER
b. Omega angle st dev 4040 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 57 14 16.6 10.0 -1.5 BETTER
d. Zetaangle st dev 3791 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 2708 0.8 1.0 0.2 -1.1  BETTER
f. Overall G-factor 4069 0.3 -0.7 0.3 34 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 459 11.8 25.8 6.5 -21 BETTER
b. Chi-1 trans st dev 1062 12.4 25.2 53 -24 BETTER
¢. Chi-1 gauche plus st dev 1662 11.7 238 4.9 -25 BETTER
d. Chi-1 pooled st dev 3183 12.1 24.6 4.8 -26 BETTER
e. Chi-2 trans st dev 1055 134 24.9 5.0 -23 BETTER
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Residue properties .
pdb3l 71

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

Chi-1 abs. mean dev.

Zeta abs. mean dev.
R N W b~ O

80~
60
40
20

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

2'##&-.#%%
5 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

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

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

d. Secondary structure & estimated accessibility

SR = e S— /R N\ e ey e

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

AATYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | K

f. Max. deviation (see listing)

+
+++ + + * * +* +++ 4
Kk kK kK K KK K P T * N

g. G-factors
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Residue properties e
pdb3l 71

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

=
o
o

Chi-1 abs. mean dev.

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
R N W b~ O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

80
60
40 -
20

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

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

AAA
AL SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDY LHATAFQGTALARTVEGTTEN | KHLTRADLASY I DTHFKAPRMVLAAA

f. Max. deviation (seelisting)
6
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Residue properties e
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

AN/ e AN\ R

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

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

AAAAAAAAAAAAATIR BEAAAAABIAAAAAAAAAAAAA A BAAAAAAAAAAAAAAA AATIRIAA
T T T T T T T T T T T T T T T T T T T T
GG| SHKELVDAARQHFSGVSFTYKEDAVPI L PRCRFTGSE | RARDDAL PVAHVALAVEGPGWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVE

f. Max. deviation (see listing)

**********************
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Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTTTIT T 1T
MC bonds [T T T T T T 1T
MCangles [T
[T IITITIT
[TTTTTITITTITIITTITIT

Mainchain  []

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

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

HKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CT STTESEVKRAKNHLRSAMVAQLDGTTPVCET | GSHLLNYGRR | SLEEWDSRI S

f. Max. deviation (see listing)
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+

+

H

M

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[ [
MCbonds  [TTTT]
MCangles [1] [

[ [
[ [

Mainchain  []

Overall I
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Resid t -

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

405 410 415 420 425 430 435 440 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 405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

405 410 415 420 425 430 435 440 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

e e

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

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

AAAABAAABAAAAIIA  AAATIA BIAAAAAATI
T T T T T T T T T T
AVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI GAEDLEI TKLPNGL | ASLENFSPASRIGVFIKAGSRYETTANLGT

f. Max. deviation (see listing)

g. G-factors
EEN H [T
777% H HE 77\\ \\77\\ H>

[ [ [ [T [ [T
T I T T T T T T T T T T T T T T T T T TC] [T T T T T T T T T T T I T I T I T
A A EH A A A A A A A
T T T T T T T T T T T T T T T T TITTTITTTT T T T T T T T T T T T T I I
T I T T T T IT T T IT T T T T TTITTTIT T T T I T T T T T T T T T T ITTITITITTITTTT]
405 410 415 420 425 430 435 440 20 25 30 35 40 45 50 55 60 65
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80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
R N W b~ O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties e
pdb3l 71

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

66 75 80 8 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

66 75 80 8 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

66 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

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

AAAR
T T T T T T T T T T T T T T T T T T T T
AHLLRLASPLTTKGASSFRITRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

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

g. G-factors
M o o NN BT
i :

T T T T T T T T T T e T T T e T T T T T T T T T T T T T T T I T AT T T T T T I T T T T T T T T
I T T A A T T T T A T T T T A T T A A
e e e e e e e e e e e e e e e e e e T e e e e e T T T T A T T P P T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T T T T T I T T T IT I ITTTITTTTT]
66 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
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Chi-1 abs. mean dev.

Residue properties e
pdb3l 71

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

80
60
40 -
20

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
R N W b~ O

Residue number
b. Absolute deviation from mean of omegatorsion

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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 VN

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

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

AAA
AAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI| GVKHSDLKQVAEQFLN | RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (seelisting) .
* * 4

* T * N
+ R v 44k *
S T S %

* +* 4k *ookp 44 4 +4* 4
* KKk KA x * % *  xkk ok * kK x

g. G-factors

pdb3171_06.ps




PROCHECK
Page 8

Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W b~ O

266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

NN N/ e s = \NNNEEANA

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

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

| AAAAABAABAAAAABIAAAAT AAAAAATAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDV TKAKNQLK

f. Max. deviation (see listing)

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

Q)
3=,
[
QB Q.
e

[

[

Chi3 & chi4
Omega
Dihedrals [

[TT
MC bonds \}H
[TT
[TT

MCangles |
Mainchain |

Overall [
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
T 4
g 5
S
g 2
N
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue humber Highlighted residues are those that

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

T IS G

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

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

AAAAARAAAA ARERAAAAAAAAABAAAAAAAAAAAAAAT IR BAAAAAA
T T T T T T T T T T T T T T
ATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKK SMAASGDLGSTPFLDEL MAPN I RKSHPLLKMIN

f. Max. deviation (see listing)

g. G-factors
Phi-| 5| [ M o 1 [ H
Chil-chi2 ]
e ui? !
Omega [ [T
Dihedrals [T T T T T I T T T T T T T T T LT T O T T T T T T T T T T T LTI I T ITTTT] AT T TIIIITTIT
vegs ETE A A A T P A A ARERERRAEREREAS
Mainchain [T T T T T T T T I T T T T T T LT T T TP T TP T T T T I T IITTTT] T TIIIITITT]
Overall GO T T T T T T T T T T T T LT T LT T EEEENENEREEENEEN
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
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Residue properties
pdb3l 71

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

& 100
%80
£ 60
g w0
< 20
o
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
€ 6
8 4
P 21
£
© 17 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 37
g 2
e
S
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ : ‘ ‘ AAAAARAABAAABAAAAAAAAAATRAAR ‘ : ‘ ‘ : A AARAAAAAA
NSL I DLPAPSN| SAWWNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNT
f. Max. deviation (see listing)
466
657 t... o U ¥ b P SO o S S oS S
g. G-factors
Phi-ps [0 | TH W
S LEREE at : :
Chi3 & chi4 I [ [ [ [
Omega [ [ [ [T [T
Dihedrals [T TTT T T I I T T T T T T T T T O T T TP T T T T T T TP T T T TP T T TP T T T T T T T I
MCbonds T T T T 1
MCangles [T e P T
Mainchain (T T T T I T T T T T T O T LT T T TP T T T T TP TP T T T T T I I T
overall [T LI LI T IO T T T T T T L L T LT T T T T T T LT T T T T
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb3171_06.ps
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Page 11

Residue properties
pdb3l 71

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

& 100
% 80 -
g 60
8 401
< 20+
o
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
O 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
5 5]
£ 37
g 2
L
S
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAATAAAAAAANAAAAAAAAAAAA
éVI LLLTLI\‘/IATAF\‘/GYVL}‘DV\/GQ\/I‘SFV\IGA"I'VITNLFSAI I‘DYIGH+LVBNAM/GGF§VDNP"I'LTRFI‘:ALHFI‘_LPFAiAGI T‘I IHLTI‘:LHES(‘BSNNPI‘_GI SSE)S
f. Max. deviation (see listing)
g. G-factors
Phi-psi Tl [
Chil-chi2 [ 1]
i siiide sifiy
Omega [ [ [ [T
Dihedrals [T T T T T T T T T T T T IO T T T T T LT T T T T T T T R O T T TP T T T T T TP T T T T T T T T
MCbonds T T T T T I 1
MCangles [T e e e P T
Mainchain [T T T T I T T T TP T T O T T LT T T TP T T TP T TP TP T T T T T
overdll [T LI LI T I T T I T T T L L T L I LT T T T T T T T T LT T T LT T
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

pdb3171_06.ps
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Page 12

Residue properties
pdb3l 71

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

& 100
%80
£ 60
éf 40
< 20
o
217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
2 4
o 2
£
O 217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
)
% 4
e 3
g 2
g
S
217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
DK I PFHPYYSFKD I LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAASVLILFL | PFLHKSKQRTM
f. Max. deviation (seelisting)
5 + +
ST TR St ST S I SO I R I S PSP S S S
g. G-factors
Phi-psi g I i NN o
Chil-chi2
cha 8hia ﬁ H ﬂ
Omega [T I [
Dihedrals [T TTIT T I T T TP I T TP LT LT T T T TP T P T T T TP TP P T LTI T TP LTI T T
MCbonds T T P e T P P T T P T P T P T T T T T T ]
MCangles [T T T T T T P T T e P T T T P T T P T P T T T PP T T T
Mainchain [T T T T T T TTTT TCT CTPPP T T TP T P T P P P T P T TCT P P T PTT T T TP T L P P TTT T TC P LP LTTTTTTTTTTTTT]
Overall \‘\H\\\C\\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
C = cis-peptide

pdb3171_06.ps
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Residue properties

pdb3l 71

Page 13

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

317 325 330 335 340 345 350 355 360 365 370 375 380

Residue number

5 10 15 20 25

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

317 325 330 335 340 345 350 355 360 365 370 375 380

5 10 15 20 25

Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
= 3
g 2
R
S
317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AANAAN —ENANAN AN A
[
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
TFRPLSQTLPFWLLVANLL I LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV
f. Max. deviation (see listing)
g. G-factors
P CEEE m
Chil-chi2
i ; :
Omega [T [
Dihedrals  [(TT T T T T I T T T T T T T I T T LI T T T T T T T T I TIT | T T T T T I T I T T T
MCbonds (T T T T T T A 0 T T I I R N |
MCangles [T T P P T T T T A T e
Mainchain (T T T T T T T I T T T T T T T T LT T TP T T T TT I TTTTITTTTT] T I T I T TTT
Overall \‘\HHH\‘H\\\‘\\H\‘HH\‘\\H\‘\\C\\\‘\\\H‘\H\\‘\HH‘\HH‘H\H‘HH\‘\ O LI LT LT LI
317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

C = cis-peptide

pdb3171_06.ps
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Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
)
g 4
= 3
g 2
g
S
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NS A AN/ e\
S
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDY
f. Max. deviation (see listing) H
* 4 0
catnnior s L e B SO SR A SRS LTS "
g. G-factors
Pz mEEEREES B H‘Cj
Chilonl
Chi3 & chi4 \h
Omega [
Dihedrals  [CTTTTTTTTIT T T T T T I P TE T T TT C T T T LT T T P T TP LT LT T T T T P TP TP T LT T T T P LT T T T T T
MCbonds T P P P P T T P P T P P T P T T T P T T T ]
MCangles [T T T T T T T T T T P T T P P T P T P T T T PP T T T T T
Mainchain [T T T T T T LTI T TP PP PP P T LT PP TP LT LT T T TP T PP T T TP T LTI T T T T
Overall \‘\H\\H\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\\‘\H\C\‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

C = cis-peptide

pdb3171_06.ps
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Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

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

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

127

d. Secondary structure & estimated accessibility

A i o AV AANANANS

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

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

AABAAATEAAAARIA  AREAAAAAAAAAAAAAAAAATIAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPIYNE | LEYDDGT PATMSQ| AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

* 4 * * ++ *op4 k44 *oopk ++ +
* * * kK %k kx Kk kkkkk KkkA* Kk kkk Kk kxkk* kkk * Kk kk* kkk *

g. G-factors

Chi3 & chi4
Omega
Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

pdb3171_06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
€ 6
8 4
® 21
£
O 27 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
T 4
E 3
)
LR
S
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NG = E =™ N/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATT SSQT SSEDRKGFSYLVTATACVATAYAAKNVVTQF I SSLSASADVLALSKI E
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] T
Chil-chi2
g . :
mega [ [
Dihedrals  [TTTTTITTTITTIT] T T T A T I T T T T T T T T T I T T T T T T T T I T T T T I T
MCape HHHHHHHHH B M B B M B A A M N MM N MM AN EN B H R R RE RS
Mainchain  [TTTTTITTIITTIT] T T T T T T T T T T T T T T T I T T T T I T I T T T T T T TTTTT
Overall  [TTTIIITLITIITT] O T L T T L T T L T L T T L T T T T LI T LTI T
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3171_06.ps
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Page 17

Residue properties
pdb3l 71

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

80
60
40
20

Chi-1 abs. mean dev.

76

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W b~ O

76

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

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

d. Secondary structure & estimated accessibility

e S e

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

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

T T T T T T
I KLSD I PEGKNVAFKWRGK PL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEWV | LVGVCTHLGCVP | ANSGDFGGYYCPCHGSHYDASGR | RKGP

f. Max. deviation (see listing)

+ * + o+ +* + +
*xx % % * kx kxR * x x

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3171_06.ps




PROCHECK

R d t Page 18
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o]
% 80 -
g 60
8 401
< 20
o
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
E 6-
8 49
® 21
£
O 176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
)
% 4
e 3
g 2
R
S
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= w EEEEERVNAL N\ — N ERANEN AN AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFR | KRALDL SLKHRI L PKE
f. Max. deviation (see listing)
g. G-factors
Phi-psi . HT [ il EEEEENN
Gl (I L o
s aninumn :
Dihedrals [T TT T T W TTIIIIT1T] 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
MChbonds [T T T T IT] T T T T T T T T T
MCangles [T T E e e T T T T e e T T T T
Mainchain  [TTTTT T ITTTTTITTTTT] AT 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
Overdl  [IRLIIITIRIILIILIIIILL] O L T T T T L T T LI T T LI T I
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3171_06.ps




PROCHECK

Resid t .

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o

79 8 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

Residue number

5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 49
® 21
S
O 79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

10 15 20 25 30 35 40 45 50 55

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

79 8 90 95 100 105 110

d. Secondary structure & estimated accessibility
Ve N\ N2 C——d  —NANANARNRNNN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABAAAAAAAAAAABAAAAAATABAAATIIAAAAAAAAAAANAATIAAAAA
T T T T T T T T T T
QWKYEEDKPYLEPYLKEV | RERLEREAWNKK IHFGNLARVRHI | TYSLSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY

f. Max. deviation (see listing)

[T T T T I I T T
MC bonds [T T T T T T T
MCangles [T T T
[T T T TTT
[T I I T TITTTT]

Mainchain  []

Overall [1

pdb3171_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
R N W b~ O

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
b. Absolute deviation from mean of omegatorsion
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75

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

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

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

SWGTQEFERLKRKNPADYENDQ EEEELVDPLTT | REHCEQTEKCVKARERL ELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNK

f. Max. deviation (see listing)

++ ++ + *it o4+ o4 * 4 + x4 + + *ok g
********* * xx % Xk kkk Kk kK KKK KE K * % Kk kk kkk Kk k KKk kk Kk KAK K KKKk

pdb3171_06.ps
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R d t Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
77 35 40 55 60 65 70 75 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
10
g
5 @
E 6
8 4
o 2
£
© 7 35 40 55 60 65 70 75 10 15 20 25 30
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g,
E 3
)
N
77 35 40 55 60 65 70 75 10 15 20 25 30
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= | | — ) J FARNP=—ANNNNG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
MAMMADAMAAM AAAAAAAATARAAAAAAAAAAA
ZI}E UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAY‘SALFI‘?RTSTI‘:ALTV\‘/LGAVI‘_FER
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz [ i
im0 i
Dihedrals [T [ITTTITTITITTITIIT] O T T T T I T T T T T T T T T T AT T T I I T TTIT
MC bonds T T A D O T T T T
MC angles e e EEE e e e e e e e e e e T T e T A T T T
Mainchain  [T] I T O I T T T I T T T T T T T T T I T
Overall a LTTITTIITIITIT) OO T I T IT T T TTITTITTTTIT] T T T I T T ITITTTTITTITITTT]
77 35 40 55 60 65 70 75 10 15 20 25 30

pdb3171_06.ps
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R d t Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 201
o
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 34 4 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
% 4
e 3
g 2
LR
S
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue humber 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
: AAAAAAAATIA AAAAAAAAAATIABIA AAAAAARAAAAAAAAAAA ADAAAAAAAIAAAAAA_ A AAAAIAAAA A ‘
AFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEH
f. Max. deviation (see listing)
g. G-factors
Phi NN H H LTI
Chil-chi2 N
3 & dia H #
Omega [T [
Dihedrals  [TTT T T T I I IT T T I T ITTITTTIIITTT] T T T T T T T T T T T T T T T T T T T T T T A T T I T TR T I T T T T
MCages A A A A A A A A
Mainchain T T T I T T T ITITITTTTTTT] T T T T T T T T T T T T T T AT T T T T T T T T T TTITT]
ovedl  [TTTIILIT I T I ITIIIITI ] O T T L T L I T L T T LT T I LT LI T ]
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60

pdb3171_06.ps
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Residue properties
pdb3l 71

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 O ©

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

P N W b~ O

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

S UNAZ = NN INNNABE NN

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

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

LAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGT

f. Max. deviation (see listing)

* * * * * *k Kk kk
L

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3171_06.ps
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Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

162 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

162 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

162 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

A2 AN - AN T

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

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

ALARTVEGTTENIKHLTRADLASY I DTHFKAPRMVLAAAGG | SHKELVDAARQHFSGVSFTYKEDAVP | LPRCRFTGSE | RARDDAL PVAHVALAVEGPG
f. Max. deviation (seelisting)
4
.

. +
* + ++ +8  ++ * * +* 44+
* %% * Kk K EK KKK KEERER * kKR Kk

Fer

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3171_06.ps



PROCHECK

Page 25

Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
o
% 4
= 3
g 2
R
S
262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BAAAAAAAAAAAAAAA AABIIAA BAAAAAAAAAAAAABIAAARIAAABAAAAAI. AA  AAAAAAAAIAAAAAAAAA AAAAAAAAAAAAAAAAAAAA
WADPDNVVLHVANA I | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTTESEVKRAKNHL
f. Max. deviation (seelisting) .
7
SR S S S S SOV S - ST
g. G-factors
i [ [l
Chil-chi2
5 i i :
Omega [T [ [
Dihedrals [T TT T T T T I T T T T T T TR T T T LT T T T T T T T TP T TP T T TP T T T I T T I I T
MCbonds (T T T T T 1
MCangles [T P e P P T A T
Mainchain (T T T T T T T T T T T LT T C TT T T TT TPTT TTTTTPT T TTTTT TTITTIITTTT
Overall T T T T A T T I T T T T T T T T T T T T T T T T T T T T T T T T I T T T T I T T T ITTTITITTT]
262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

pdb3171_06.ps
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
% 4
e 3
g 2
LR
S
362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SANEENANAAN AN AN\ R
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAAAAAATIN ‘ : A BAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAN : ‘ :
RSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNR | RSGMYWI CPGAEDL
f. Max. deviation (see listing)
g. G-factors
Phi M o INHN (T
e : m m = ol
Chi3 & chi4 [ [ [ [ []
Omega [ [T [T [ [T
Dihedrals [T T T T T T T I T T T I T T T T TTT O T TP T T T TP T T TP T TP T LTI T T T T [HETTTT
MC e FHHHHHHHHHHH A A AR HHHHH
Mainchain (T T T T T T T T T I T T LT T T T T TP T TP T T T P T TP T LTI TT] [TTTTTT]
overall [T T LI T T T T T T T L T T L T T LT L R LI T T ] NEENEEN]
362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
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PROCHECK
Page 27

Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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 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

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

N/ T = N\

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

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

ABEENAAA AAAABAAABAAAABIA AAABIA BAAAAAAREL A ‘ ‘ : ‘ AAAE AAMMAARBARAAAAAANBAABAAAAAAAAAA
EITKLPNGL | IASLENFSPASRIGVFI KAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLL

f. Max. deviation (see listing)

g. G-factors
Phi-psi Tl T | [l
G AEETH m :
Chi3& chi4 ] I [ |
Omega [ [T [ [
Dihedrals [T T T T T I T T IO T T T T O T T LT T T TP T T T T T T O T TP T T TP T T T T T T T
MCbonds T T T T T T
MCangles [T P P P P T P
Mainchain [T T T T T T T T T T I T TCCTTTTTT TT TT T  TTT TTTP TTTTTP T TTTTTT TT I TTTITTIIT T
Overall O T T T T T L T T L T L T T T T LT T T T T T T
25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
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Residue properties
pdb3l 71

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 O ©

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

. 5
)
% 4
£ 3
g 2
g
S
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
Al
NVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVOQNNFTSARMALVGI GVKHSDLKQVAEQFL
f. Max. deviation (seelisting) ‘s
% * +46
R I SO L S T o T S SO S s ST S SR SRS 71
g. G-factors
Ph [ [ I W 1 T
Sy * w st
Chi3 & chi4 [T I I |
Omega [T [T [T [T
Dihedrals  [CTTTTT T TT LTI T T T T LT PP TTT T P T T LT T P T T P P T T  T T T T P TP T TP T T T P T T T T T T T T LT ]
MC bonds [T T T T P P T P T P P T T T P P P T P P P T T
MCangles [T T T T T P T T T e P T T P P P T P T T T PP T T T T T
Mainchain [T T T T T T LTI T T L L L TP T T T T T LT T T P P T TP TP T T T T TP LT T TP PP PP T T T T
Overall EEEEESEEEESENEENEEEES NSNS SN NSNS SIS NSNS E NN NN NN NN
125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
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Residue properties
pdb3l 71

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 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.
R N W b~ O

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

R ==pmm— R\ /\/\ e N\ —

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

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

HAAAAABAARL  AAAAANL BIAAAAAAAAAA : ‘ ‘ = /\/\/N_H ANAAAAAAA  AAAAAAAARIIAAAAAAAARIEL
N1 RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGF

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi . S e T T H:H H [T T H H o o
i
[
[
[
[

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [T

[
[

Mainchain [T

Overall [1

pdb3171_06.ps
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

N B OO

P N W b~ O

Page 30

Residue properties
pdb3l 71

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

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omegatorsion

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

AAAAAATAAAAAAANR  AAAAAAAAAAAAANAAAAATIAAAA AN AAABAAAAAAAAABAAAAANAAAAAAAAT
T T T T T T T T T T T T T T T T T T T T
YT I SQAAHAGEV | RAAMNQL KAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKK SV

f. Max. deviation (see listing)

*****************************************************************
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R d t Page 31
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 201
o
425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g °
E 6-
g 4
® 21
£
O 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
T 4
E 3
)
R
S
425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
mE P A A A e A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BEAAAAAAATIAAAAAREEAAAAAAAARIAAAAA AAAAAFAABIAAATIAAAAAAAAAARIAAR
AASGDLGSTPFLDEL APNI RKSHI‘DLLKM‘I NNSL ‘I DL PA}‘DSNI SAVW\INFéSL LA\‘/CLMT(‘QI LTGLLLAMI‘-iYTAD"I'SLAF‘SSVAH"I'CRNV(‘;)Y
f. Max. deviation (seelisting) .
+ 66
I S DIt L 888 L ot . S SR TR TR =
g. G-factors
Phi-psi | ] (i | e ] n
Chil-chi2 ]
i i i :
Omega [ [ [
Dihedrals A T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T I T TTTTTT
MCape HHHHHHHH e A A A A A A A A A A A
Mainchain 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 I T T T T T T T TTTTT
Overall  [TTTILITIITIITT] O T T LT T L T I T L T L T T T T LT T LI T T T
425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

77 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

WA VA VA VA VA VA VA VARt s VAN A VA VA VA VA et WA VA V=0
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

. i A i . A AAAIAAAAAA i i A AAAAN i /\/‘\/\/\/\/\/‘\/\/\/\/\/‘\IT i i AAAAAAA
GWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNGOMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPTL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

pdb3171_06.ps
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 33

Residue properties
pdb3l 71

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

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

Omega abs. mean dev.
N O ©

Zeta abs. mean dev.
R N W b~ O

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue number
b. Absolute deviation from mean of omegatorsion

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

\ \
\ I
\ \
\ \
C TT11

177 185 1

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

d. Secondary structure & estimated accessibility

MNNNNANS —Sm ANANANAZ N B —

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

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

ABAAABAAAAAAAAAAAAAA  AAAAAAAAAAAABIABAAAA  AAAAAAAABIATEAAAATIAFIAARFIA
T T T T T T T T T T T T T T T T T T T T
TRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKD I LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPH | KPEWYFL

f. Max. deviation (seelisting) 1
+ 5

.+ .
+ o+ ++ 4+ + * % + +7*++ +4+ * * ok ok * o4 +*6
Kk Kk KKk K KA Kk KKAK KA K kK K kkkkkx Kk Kk Kk kkx Kk  Akkk Kk K K Kk kk Kk kEAXK Kk KxFk

g. G-factors
:#::#

C = cis-peptide
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Residue properties
pdb3l 71

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAAAIAA AAAAAAABINAAAAAAAAAATIAAATAAAIAAAAAAAAAANAAAAAAAAA  AAATAAAAAAA  AAAAAAAAAAAARIANAAALA  AAAAA
FAYAI LRSI PNKLGGVLALAASVL I LFL I PFLHKSKQRTMTFRPLSQTLPAM LVANLL I LTWI GSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENK

f. Max. deviation (see listing)

+ +* * ok + K4 + * 4 * + + *oox +
Kk Kk Ak KKk * KKk KAKK * * *kx * *kx x * %k * ok Kk K kK ok kx kA

g. G-factors
Phi-psi . I | H
Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTTI
MChbonds  [TTTTTTTTT]
MCangles [T T[T
[TTTTTTTTT
[TTTTTTITT

Mainchain  []

\ I [ [ [ I [ I I
I I H H H i H i I
\ \ ] ] ] il ] il \
I I [ [ [ I [ I I
Overall [ [TITT1 T T LT T LT LT T I,
277 285 290 295 300 305 310 315 320 325 3
C = cis-peptide
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Resid t .

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

377 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue number

5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 377 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

377 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

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

d. Secondary structure & estimated accessibility

B o I AR Y s DG R

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

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

AAATAANTIAAA _— AAABIAAAAAAAA AAAAANBIAAAAAIAAAAAAAAA BIRAAAAAAAAAAAAAAAAR AAA AAAAAA A
MLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GV THTEAEAKALAEEVEVQDGPDENGEL FMRPGK

f. Max. deviation (see listing)

+ kg kg + o+ * +o+* Kk 4y 4 + kg ko +
* ok Kk k ok kK P Y e * * * * xk % * ko

i

g. G-factors
il % e Il | EEESEE e H
Chilonly

Dihedrals [T1[J

A T T T T A T T T T T T T P T T T T T I T LT

MC bonds T e P T TP PP P P TP TP PP T T T T
MC angles A A e P P P P T T T T P P A T T T T T P P T T T T
EEEEEEEEEEENEEEEEEEE NN NN NN

T T T T LTI T T AT T LT T I I T LT T T T T T T AT I T I T ITITT]

Mainchain  [TT1T]

[

[

l
Overall [rrm [
377 5
C = cis-peptide
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Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

87 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

87 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

87 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

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

d. Secondary structure & estimated accessibility

S T A R T Y

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

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

: ‘ ‘ I AAAAAAAAAAAAA : ‘ ANAAAA : ‘ ‘H/\/\ AARAANBRAAAATA ABAAAAAAAAA
| SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPP | YNE I LEYDDGTPATMSQ | AKDV

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals [T
MChbhonds [T]
MCangles [
Mainchain [T

Overall [1

[TTTT
TTTT]
EEEN
[TTTT
[TTTT
87 95 1
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R . d t Page 37
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
187 195 200 205 210 215 220 225 230 235 240 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 187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 4 -
5 5]
S
g 2
N
187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35
Residue humber Highlighted residues are those that

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

R AAARNARNARNAARRNAL>—  Ref® U

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

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

CTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGF

f. Max. deviation (see listing)

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

[TT
MChbonds [TT]
MCangles [1]
[TT
[TT

Mainchain |

Overall [
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Residue properties
pdb3l 71

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 O ©

Zeta abs. mean dev.
R N W b~ O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

36

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

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

d. Secondary structure & estimated accessibility

AARARAR e e

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

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

SYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKI EIKLSD | PEGKNVAFKWRGK PLFVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEWV | L

f. Max. deviation (see listing)
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Residue properties

pdb3l 71

Page 39

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
Residue number

15 20 25 30 35

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N O ©

136 145 150 155 160 165 170 175 180 185 190 195

15 20 25 30 35

Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
= 3
g 2
R
S
136 145 150 155 160 165 170 175 180 185 190 195 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\
b Wi s
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘WMM‘MWHAWWWWWW BNAABAAAAAAAAA : :
VGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLY
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T o [EEEE EECEEN 1] T
Satenz B aERREn EuiiEn Eud aats
Chi3 & chi4 I I 1 [
Omega [ [ [T [
Dihedrals  [(TT T T T T I T T T T T T T T T T T T T I T I I T T TP T T T T T T T T T T I I T T I I T T I T IIITITTTT
MChbonds  [TTTTT] T T T T T T T T T T T T A A
MCangles  [TTTTTT T e e A T T T T T T T T T T T T A T
Mainchain (T T T T T TT T T T T T T T T TP T I T TP T T T TT] I I T T I T I T T T ITTTT
Overall T T R O L LT LT I T T
136 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
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Resid t .

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

39 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15

Residue number

5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
o 39 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10 15

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

39 45 50 5 60 65 70 75 80 8 90 95 100 105 110

10 15

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

Residue number

d. Secondary structure & estimated accessibility

%MFW@:@:KW

Key:- <™ Helix

Te—FT >

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

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

BEEAAAAAAAAAAAAAAAAAAAAAAAAAAAAANAATINIIAAAAAAAAAAAAATIAAAAAAAAAAANAAAAAAAAA

EDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHR | L PKEQWKY EEDKPYLEPYLKEV | RERL EREAWNKK

HA BEEAAAAAAAAAAAR
IHFGNLARVRHI I TYSLS

f. Max. deviation (see listing)

+
* +++ 4
* kK ok kK

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

g. G-factors

MChbonds []

MCangles []

Mainchain  []

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number

20 25 30 35 40

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

20 25 30 35 40 45 50 55 60 65 70 75 80

20 25 30 35 40

Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
= 3
g 2
R
S
20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35 40
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
R N NN/ N/N/NY/N U —AAVAGAVAVAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
PFEQRA | PN| FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY END ELVDPLTT I REHCEQTEKCVKARERLELC
f. Max. deviation (see listing)
g. G-factors
Phi-psi T o H
Chil-chi2
chi3 8 s .—H .—H
mega [T [
Dihedrals [T T T T T T T T T IO T T T T I T T TP I T T T LTI T I I I T T I T I T T ITT T
MCbonds T T T T T T T T T A T A
MCangles [T T P P T e e e
Mainchain (T T T T T T T T T T T T T T I T TP T I TP TIT T I T TTTIIT I IIITTTTT] T I T T T T T I T I T TTTTT
Overall OO L T T L L T L T L T T T LT T EEEEREEENEE NN NN AR
20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35 40
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PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
41 50 55 60 65 70 75 40 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
= 6
8 4
® 21
£
] 50 55 60 65 70 75 40 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g,
E 3
g 2
N
41 50 55 60 65 70 75 40 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SN AVAUANVAA g v v o o—
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
DARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK UUUUUUUUUUUU RPLLCRESMSGRSARRDLVAGI SLNAPASVR
f. Max. deviation (see listing)
g. G-factors
Sz En ] =
Dihedrals  [(TTTT T T T TTT T I IIITTTTIT1T1] [ITTTTTTIITT T T T T T T T T T T T
MC e THHHHFHHHHHH AR A B A
Mainchain (T T T T T T T I T IIIIIIIITTTTITT1] [IITTTTETTT T T I T T I T TTITTTITTTT
Overall T T IT T ITTTITTITITIITITITTIIT] LITTITTITTIT) OO IT T I T ITITITITITITIT]
41 50 55 60 65 70 75 40 55 60 65 70 75
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Residue properties
pdb3l 71

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

4 10 15 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

4 10 15 20 25 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
o
g 4
= 3
g 2
R
S
4 10 15 20 25 30 35 40 45 50 55 60
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
LA N NN e NN N NN/ N S\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
: ‘ ‘ ‘ ‘ ‘ : AAAAAAAAIA 4 : ‘
ALLRQAY SALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKHI KHKYEASE
f. Max. deviation (see listing)
g. G-factors
Phi-psi Ave_0‘25
Chil-chi2 L[] -0.09
Chilonl 0.11
Chi3 & chi4 [T @ 0.46
mega [ 0.59
Dihedrals  [(TTT T T T T T IO T T I T T T T I T T I I T T I T IITTTTIIITTITITI] [J 015
MC e  HHHHHHHHHHHH A A 88
Mainchain (T T T T T T TIT T T I T T T I T T TP I I T T T I 1] ] 050
Overall G T L L T T T LT LTI I O 029
4 10 15 20 25 30 35 40 45 50 55 60
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156 1.60 1.64
149 153 157

1.45

T
133 137 141

CA-CB
(Ala)
N-CA
(except Gly,Pro)

1.48

111 115 119 123 127 131 135

1864
140 1.

1864
1864

Aouanba.4 Aouanba.4 Aouanba.4

1.64

134 1.38 142 146

155 159 163
152 156 1.
46 150 154 158

-CA
Pro)
The

Main-chain bond lengths
pdb3l 71

PROCHECK

CA-C
(Gly)
123

C-N
(Pro)
-*-

(the rest)

1
CA-CB

1.47
148
T

122 126 1.30
T
T

134 138 142

139 1
140 1

1864
1864
1864
1864

Aouanbali4 Aouanbali4 Aouanbali4 Aouanbai4

49 153 157

N-CA
(Gly)
T4 1

CA-CB

(lle,Thr,val)

CA-C
(except Gly)

i
=)
<,
B
©
™
—
o
)
i
[oe)
N
=
<
N
—
o
N
i

148 152 156 1.60 164
133 137 141

141 145 149 153 157 161 165

140 1.

1864
1864
1864
1864

fouanba.4 fouanba.4 fouanba.4 fouanba.4

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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CA-C-N CA-C-N
(except Gly,Pro) (Gly)
1496 — 1496 —
o) o)
5] T
> >
g 8
L L
101 106 111 116 121 126 131 100 106 111 ‘1'?;3'_ 121 126 131
O-C-N O-C-N
(except Pro) (Pro)
1496 — 1496 —_
o) o)
5] T
> >
g 8
L L
108 113 118 123 18 133 138 107 12 17 12 17 152 157
C-N-CA C-N-CA
(Gly) (Pro)
1496 — 1496
o) o)
5] T
> >
g 8
L L
105 110 115 if(? 125 130 135 107 12 17 12 17 152 137
CA-C-O CB-CA-C
(Gly) (Ala)
1496 — 1496 —
o) o)
5] T
> >
g 8
L L
105 110 115 55‘1% 130 135 95 100 105 1*0‘ 115 120 125

Black bars> 2.0 st. devs. from mean.

Page 1

CA-C-N

(Pro)

1496 —
oy
o)
>
8
L.

101 106 111 116 121 126 131

C-N-CA
(except Gly,Pro)
o)
&
S
3
-

106 111 116 121 126 131 136

CA-C-O
(except Gly)
oy
o)
>
8
L.
105 110 115 120 125 130 135
CB-CA-C
(lle,Thr,val)
1496 i
oy
o)
>
8
L.
94 99 104 109 114 119 124

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
pdb3

/1

CB-CA-C N-CA-C
(the rest) (except Gly,Pro)
1496 — 1496 : ;
oy %) : :
o) o) ]
> > |
g g |
L L ]
9 96 101 106 111 116 121 126
N-CA-CB
(Ala)
) ] ) N
o) ] o) g
> i i > | |
g ] g N
E i i L A K
96 101 106 111 116 121 126 95 100 105 110 115 120 125
N-CA-CB N-CA-CB
(Pro) (the rest)
1496 — 1496 —
%) i %)
5] Pl 5]
> ol >
g i 8
L 0 L
88 93 98 103 108 113 11 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

Page 2
N-CA-C
(Gly)
1496 ‘ ‘
REEET
> |
o) |
> | |
g |
i : :
97 102 107 12 17 12 127

1496

N-CA-CB
(lle,Thr,val)

Frequency

9

6 101 106 111 116 121 126

4 or ) signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RMSdist f I ity
ARG ASN ASP
200 ; 200 ; 200 ;
150 | 150 | 150 |
g s 9 s 9 s
8100 i 8100 i 3100 :
g | 8 | 8 |
s i s i L i
50 i 50 i 50 !
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
GLN GLU HIS
200 ; 200 ; 200 ;
150 | 150 | 1504 |
g s 9 s 9 s
35100 3 35100 3 51004 :
g | 8 | 8 |
s i s i L i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
PHE TRP TYR
200 ‘ 200 ‘ 200 ‘
1 1 BT
150 | 1504 | 1504 |
g s 9 s 9 s
31001 | =100 | 5100+ !
g | 8 | 8 |
s i s i L i
50_ 1 50" } 50_. 1
I I |
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005

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.

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3l 71

Main-chain bond lengths

CA 1540 CB CA 1540 CB N 1451 CA
1.482 1.489 1522
A Thr 312 C Thr 265 FGly 10

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual

Main-chain bond angles

A His 189 C Asn 207 D Asp 44 N His 189 N Thr 347 Olle226
N 12 ¢ N 1125 ¢
CA CA
QAsp 22 R Gly 143

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.

Planar groups
B cB cB &3 e cB
0.033 0.030 0.049 0.034 0.032 0.031
A Trp 40 A Tyr 414 A Tyr 434 B Phe 307 C Phe 34 CTyr 76
s B ce cB cB cB
0.032 0.038 0.030 0.043 0.057 0.038
CPhe 91 CTrp 142 C Phe 151 CTyr 279 D Tyr 33 D Tyr 90
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Planar groups (contd)
CB CcB CB CcB CB CB
0.032 0.040 0.041 0.038 0.033 0.037
D Tyr 152 D Tyr 221 GTrp 38 G Tyr 59 GTrp 61 N Trp 40
cB cB e ) B 2 iCB (
0.041 0.035 0.033 0.035 0.031 0.039
N Tyr 434 O Phe 307 P His 98 P Tyr 104 PTrp 114 P His 197
CB CB CB CB CB CB
0.035 0.043 0.044 0.035 0.035 0.032
P Tyr 225 QTyr 33 Q Tyr 90 QTyr 221 Q Tyr 237 STyr 93
B
0.040
T Trp 38

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