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Ramachandran Plot
pdb3hlh
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Plot statistics
Residues in most favoured regions [A,B,L] 3052 85.4%
Residues in additional allowed regions [a,b,l,p] 487 13.6%
Residuesin generously allowed regions [~a,~b,~l,~p] 27 0.8%
Residues in disallowed regions 7 0.2%
Number of non-glycine and non-proline residues 3573 1000%
Number of end-residues (excl. Gly and Pro) 39
Number of glycine residues (shown as triangles) 262
Number of proline residues 196
Total number of residues 4070

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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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
pdb3hih
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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
pdb3hih
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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
pdb3hlh

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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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 %-tageresiduesin A, B, L 3573 85.4 62.7 10.0 23 BETTER
b. Omega angle st dev 4039 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 113 2.8 23.7 10.0 -21 BETTER
d. Zetaangle st dev 3792 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 2714 0.8 11 0.2 -1.2 BETTER
f. Overal G-factor 4070 0.2 -0.9 0.3 37 BETTER
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Side-chain parameters
pdb3hlh

a. Chi-1 gauche minus b. Chi-1 trans
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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 457 13.0 28.7 6.5 -24 BETTER
b. Chi-1 trans st dev 1071 12.6 27.6 53 -2.8 BETTER
¢. Chi-1 gauche plus st dev 1655 121 26.3 4.9 -29 BETTER
d. Chi-1 pooled st dev 3183 125 27.1 4.8 -3.0 BETTER
e. Chi-2 trans st dev 1053 13.3 26.7 5.0 -27 BETTER
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Residue properties
pdb3hlh

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
. b. Absolute deviation from mean of omegatorsion
_§ 30
§ 24 1
£ 18-
8 12-
® 61
£ g-___-.,._-.-,-.l_,-_,-_,l_,l__p_-,_.4_._,_..,_.p._,-_.,__p-_-,-__p_l-,l_,_
o 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
1

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

e = s mm— N\ SN S

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

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

AAAABAAABAAATIAA AAAFEAAAR A AAAAAAAATT BAARTRIEAAAAAAAAAA AABAAAATAAAAA
T T T T T T T T T T T T T T T T T T T T
ATYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA

f. Max. deviation (see listing)
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Residue properties
pdb3hlh

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

& 100
% 80
£ 60
g w0
< 20
o
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
O 102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
22
S
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 SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY I DTHFKAPRMVLAAAG
f. Max. deviation (seelisting)
7 + *
OOt T T L e U £ SUUNINE T ORI S E S OUEF ST SO <L AT S
g. G-factors
Phi-psi . [T N [ [ I o 0
Chil-chi2 ]
i :
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Dihedrals [T TTT T T T I T T T T T T IO O O T T LT T T T O T T T O T TP T T T TP LT TP T T T I T T T T
MCbonds T T T T A 1
MCangles [T e P P T T
Mainchain (T T T T T T T T T T O LT T T TP T T TP T T TP T TP T T T T T
overall [T LI LI T T T T T T T T L L I T L T T T T T T T T LT T LTI T T T
102 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
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Residue properties
pdb3hlh

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

& 100
g 80 -
g 60
8 401
< 20+
o
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12-
® 61
£
O 202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
G| SHKELVDAARQHFSGV SFTYKEDAVPI| LPRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH
f. Max. deviation (see listing)
g. G-factors
i-psi NN NN [ENERNEE [ ENEES]
A 8 R it
Chi3 & chi4 [ [ [T
Omega [T [ [T
Dihedrals [T T T T T T I T T T I T T T T T T T T T T T T T T T T T TP T T T T T T T T T T T T R T T I T T T
MCbonds T T T T T 1
MCangles [T P P P P T P T
Mainchain (T T T T T I T T TP T T TP T TP T T TP T TP TP T T T I T T
overall [T LI LTI IO T I T T T T T T L L T L LT T T T T T T T T T I T T T ]
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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Residue properties
pdb3hlh

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

% 100
% 80
£ 60
g w0
< 20
o
302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
0 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

[ ANANNNCANANNTE NN AN

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

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

AFIA,
KLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR1 SA

f. Max. deviation (see listing)

¥ .

P b DD P S SO & SO U 3 v . S P

g. G-factors
Ph RN | i |
Chil-chi2
. : :
Omega [ [T [
Dihedrals [T T LTI T T T T LT L T T T T T L T T LI LT T LTI T T
MC bonds [T T T
MC angles [T e ]
Mainchain [T T T T TTTITT LT LT LT T T L L LT T LT LTI IT]
Overall T T T T L T L T L T T T I I L L T T T LT T LI T T T 1]

302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Residue properties .
pdb3hlh

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

80
60
40 -
20

Chi-1 abs. mean dev.

402

30

19
Residue number

b. Absolute deviation from mean of omegatorsion

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

24
18+
12

Omega abs. mean dev.

402

19
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

Zeta abs. mean dev.
N A OO

402

25 30 35 40 45 50 55 60 65

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

410 415 420 425 430 435 440 19

Residue number

d. Secondary structure & estimated accessibility

AN e T A B L i e

Key:- <™ Helix

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

AAAAATAABAAAREA AAAAAANTIR
T T T T T T T T T T
PGAEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGT

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

VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNRI RSGMYWI

f. Max. deviation (see listing)

++ +
* *

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

Chi3 & chi4

Omega

Dihedrals

MChbonds |

MCangles |

Mainchain |

Overall
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Residue properties
pdb3hlh

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

& 100
g 80 -
g 60
8 401
< 201
o
66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
© 66 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
22
S
66 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAAT
AHLLRLASPI‘_TTKG/-‘\SSFRI‘ TRGI éAVGGéL SVY‘STREKI\‘/ITYCVI‘ECL RDIL|VDTVI\‘/IEYLLILIVTTA}‘DEFRP\I‘VEVTDI‘_QPQL I‘<VDKA\‘/A FQS}‘DQVGVI‘_ENLHA
f. Max. deviation (see listing)
4
i il P T th Lat RN LN L ho e,
g. G-factors
Ph 0 o [ [T [
Chil-chi2
A Ehn "
Omega [ [
Dihedrals  [(TT T T T T I T T T T T T T T T O T T TP T O T T T T T T P T T T T T T T T T T O T T T T T T
MCbonds T T T T T 1
MCangles [T e e P P T P P
Mainchain (T T T T T I I T T T T TP T T TP T T TP T T T T TP PP T T T T
overall [T LT L L T T T T T T L L T L T L L T L T[T IT]
66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

pdb3hlh_06.ps




PROCHECK
Page 7

Residue properties
pdb3hlh

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

% 100
g 80 -
g 60
8 401
< 20
o
166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

N e N e

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

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

AAA
AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdb3hlh

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

24
18+
12

6_

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

PN R\ mm— —mm— NN

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

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

B AAAAR /\/\N_V\/\N_I_I_I/\/\/\/\/\/\/\/\/m AAAAAABIAAA  AAAAAATIAAAAAAARL  AAAAAAAAIAAAAA
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDVTKAKNQLK

f. Max. deviation (see listing)

+ + ++
+ Kk * + + + o+ ++* * * + KR b x4 + + o+ Hr
* ok kKK x KAk ok I T R * * % Kk K kkkk Kx kAR KKK Kk kk* Kkk kkkk  kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
8 T _.I |-_'|'.
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
O A A ety C A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FAAAARNAAAA : ‘ ABAAAAAAAAAAABABIAAAAAAAAAAANRL ‘ HA_AAAAARIA
ATYLMSVETAQGLLNEI GSEALLSGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL MAPN I RKSHPLLKMIN
f. Max. deviation (see listing)
g. G-factors
Phi-psi . 5] RS o H e
Chil-chi2
chi3 8 s HJ
mega [
Dihedrals [T T T I T T T T T T T OO T T T TP IO T T I T T T T LTI T T T LTI T T 1 AT
MC aes  EFHHHFHHFRHRFA AR AR AR AR AR AR AR HHHHHHAN
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 [T LI T T I LI T T T T T T T L T T L T LI T T T LI T ] NENERENERNERENE
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
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Residue properties
pdb3hlh

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
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12-
® 61
£
© 17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
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
‘ ‘ ‘ : ‘ ‘ AAAARRAABAAABAAAAAAAAAAAARIE ‘ : ‘ ‘ : A AAARAAAAA
NSL IDLPAPSN| SAWMFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNT
f. Max. deviation (see listing)
g. G-factors
i-psi [ T WE H o
v } - : : -
Chi3 & chi4 I [ [ [ [
Omega [ [ [T [T [
Dihedrals [T T T T I T T T LTI T T T T T LT T T O T T T T T TP O T TP T TP T T TP
MCbonds T T T T 1
MCangles [T T e P T
Mainchain [T T T T I T T T T T T LTI T T T T TP T T TP T T TP T TP TP T T T T T T
overdll [T LI LT T IO T T T T T L T I L I T T T T T T T T T LI T T T T ]
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb3hlh_06.ps




PROCHECK

Page 11

Residue properties
pdb3hlh

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

& 100
g 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
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12-
® 61
£
O 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
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
: ‘ A_AAAAN ‘ ‘ ‘ : ‘ : AARBAAAAAAAAAAAAAAAAAAA ‘ ‘ ABAAA ARIRAA
GVILLLTLMATAFVGYVLPWGQMSFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGI TI IHLTFLHESGSNNPLGI SSDS
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ I NN
v m :
Chi3 & chi4 1 [
Omega [T [T
Dihedrals  [(TT T T T T T T I T T T I T TR T O T T T LT T T T T T O T T TP T T TP T T TP T T T T T T T T T T IT T
MCbonds T T T T 1
MCangles [T e e P P P
Mainchain [T T T T T T T TP T T T T LT T T T T TP TP T TP T T T T T I
overall [T LI LI T I LT T T T T T LI L T L T T T T T T T T LT T LTI ]
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

pdb3hlh_06.ps
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=
o
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Page 12

Residue properties
pdb3hlh

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

80
60
40
20

Chi-1 abs. mean dev.

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

30

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

24
18+
12
6 .

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

Zeta abs. mean dev.
N A OO

217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\ \
\ I
\ \
\ \
C TTT1

217 225 2

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

d. Secondary structure & estimated accessibility

DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

f. Max. deviation (seelisting)

K +
+* +4*F*+ + + 4 + * Kok pxkok pp K
Kk KK KKK KK KKK KK K Kk kKK KKK KK Kk K * ok Kk K

g. G-factors

C = cis-peptide

pdb3hlh_06.ps




PROCHECK

R . d t Page 13

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

o

% 80

£ 60

g w0

< 20

o

317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12

® 61

S

o 317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25
Residue number

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

g

E o

g 4

N

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

!

\

\ I

I I

\ \

I \
I T,

317 325 330 3

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

AN NN =

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

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

TFRPLSQTLFWLLVANLL | LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV

f. Max. deviation (see listing)

+ +++ + *o4 *op kg + + ++ o+ * o kg + o+ o+ *4+ o+
Kk Kk KKk KA K K KKk K K Kk K KKK KKKAKE KKKE  KAKK Kk Kk KKAK * xk kK *x ok x %

g. G-factors

C = cis-peptide

pdb3hlh_06.ps
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Page 14

Residue properties
pdb3hlh

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
N

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

27 35 40 45 50 5 60 65 70 Y5 80 8 90 95 100 105 110 115 120 125

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

d. Secondary structure & estimated accessibility

N\ N/ e A

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

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

ERAAAAAAAAAAAAAAAATL ABIAA AAAAABAAAAAAAAAAAAATIT. AABIAAAABIAAAAAA
T T T T T T T T T T T T T T T T T T T T
RRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDY

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi . | ENE-EEE T H>J H

i

Chi3 & chi4
Omega
Dihedrals

MChbhonds [T]
MCangles [

[T T T T T T I T T I I ITT
LT T T T P P T TP PP T rT
T T T T P A T T T T P T T T T T
Mainchain [T T T I T T T T T T IT TTITTTITLTLITTITTTITTITTT]
[T IT T T T T T T I T T T T T T TT T ITTTITTTTT]

Overall {1 : : : : : : : : :
27 35 40 45 50 55 60 65 70 75 80 8
C = cis-peptide

o1
o0 DO O

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

g 100
% 80
£ 60
g w0
< 20
o
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
o b. Absolute deviation from mean of omegatorsion
g
§ 24 1
£ 18-
8 12
® 61
£ r"‘r—‘r'*-‘FW—M—.—F-—F.—T—-F—H
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

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

A i aa MAAAAVE B NANANANS

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

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

VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

MC bonds
MC angles

Mainchain

Overall

pdb3hlh_06.ps



PROCHECK

R . d t Page 16

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

o

% 80

£ 60

g w0

< 20

&

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

S

O 227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

E o

g 4

N

227 235 240 5 10 15 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

SN )— E =0 AN/ N NN/ NN/ o

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

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

WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE

f. Max. deviation (see listing)

+ +
Fakpo o4 +
Kok ok kK Kk kk * kK

*4
*+
+
*+
*+
+
+
*
* 4
*
*
+
*
*
*
*
+
*
*
*
*
+
*

g. G-factors
H Il

993
Z
Ss
N
m
m
|

Dihedrals  [TTTTTTTTTTTTTT]

MC angles

Mainchain  [TTTTTTTTTTTTTT]

Overall

[

[

[

[
[T I B
227 235 240 5

pdb3hlh_06.ps
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Page 17

Residue properties
pdb3hlh

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

& 100
% 80
£ 60
g w0
< 20
o
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12
® 61
£ LR E— = T T
© 7% 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
%8
e 6
g 4
R
S
76 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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAABAAA 4 : ‘ : ‘ ‘ ‘ : ‘ ‘ A AAR AANAAAN Al AAAANL AANIA 4
| KL SD | PEGKNVAFKWRGK PL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T o NN NN RN T T T H (RSN
Aty afSifanatand
Gega " H
Dihedrals [T T T T T T I I 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 LTI T LTI T T I I T T T T
MCbonds T T T 1
MCangles [T P P P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T T I T LT T LT T T T L T T T T L T L T T T T T T I LI T LI T LTI
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3hlh_06.ps




PROCHECK

Resid t -

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

5 a0 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12

® 61

S

O 176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

g 4

N

176 185 190 195 15 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

—— o m B\ AN S A AN

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

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

/N Al V\/\/\N‘W /‘\I_V\/\/\/‘\ EAAAAAAAAAAAAA _AAAA AAAAAAAARRAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATIIAAAAA
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRI KRALDL SLKHRI LPKE

f. Max. deviation (see listing)

g. G-factors
Phi-psi W] (i [Tl T
G M RS eiiniiigdie
Shagca [T B HH H
Dihedrals [T T T T T TTIITITTIT] 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 I T I T I T T T T
MCbonds [T T T T[T T T T T T T T
MCangles [T T e e e e T e e e e e T T T T T
Mainchain  [TTTTT T ITTTTTITTTTT] 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
Overall [T R IIITITIITL] EENEENENESNEEEENE NN NSNS NN NN NN NN E NN

176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3hlh_06.ps



PROCHECK

Resid t -

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

o

% 80

£ 60

g w0

< 20

&

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

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12

® 61

S

O 79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55
Residue number

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

g

g 4

N

79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T A ANANAANA = C—xa —ANANRNANRNNAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

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

f. Max. deviation (see listing)

+ + * * Kpk ok pogk
* * * * * * *

PR S PO LG S S S S S D S 5 o
g. G-factors
Prips  FFECITTH Eil | EEEE I]]_H
Chilonl
Chi3 & chi4 I [
mega [ [
Dihedrals  [TTT I T T I TTTIITIT T ITTTIITTIT] OO T T e T T T T I T T
MC bonds T T O A A T
MCangles [ ] OO T T T ]
Mainchain [T T T I I T IIITT T ITTTIITIT] EEEEEEEEEEEEEEEEEENEEEENE NN NN NN NN NN NN AN NN AN RN NN
Overall NEEEEENEESENE NN NN NN AN O L e L L I L L L LT ]
79 8 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55

pdb3hlh_06.ps



PROCHECK

Residue properties
pdb3hlh

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

Page 20

% 100
% 80 -
g 60
8 401
< 20
&
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
g 241
£ 18-
8 12
® 61
8 ool ool el el B e o i el o el e L
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

60 65 70 75 80

Residue number

15 20 25 30 35 40 45 50 55 60 65 70 75
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
SONANG=——(P=——t

H ——AAAG=AVAVAVAAN G———AAVAVAVAUA —

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
SWGTQEFERLKRKNPADY ENDQ

f. Max. deviation (see listing)

P o+ o4+ +
*k kKR *xx kkx A% * %

ABAAAABAAAAAAAANBAAAAAAAANAAAAAAAAAAANATIIAABNAAAAAAAAAAAAAAAAAATAAAA

EEEELVDPLTT | REHCEQTEKCVKARERL ELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNK

g. G-factors

MC bonds

MC angles

Mainchain

Overall

pdb3hlh_06.ps




PROCHECK

R . d t Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
6 T T
77 35 40 55 60 65 70 75 10 15 20 25 30
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
g 241
£ 18-
8 12
® 61
8 n __-__I T
77 35 40 55 60 65 70 75 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
77 35 40 5 60 65 70 75 10 15 20 25 30
Residue number Highlighted residues are those that

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

T | | —1~ J A= ANANNNN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A AABAAAAAA /\/\/\/“_V\/\A AAABAAAAR AAAAAAAABIAAAAAAAAAAATIA
T T T T T T T T T T T T
LK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVVLGAVLFER
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk

f. Max. deviation (see listing)

+ * * ok + + * 4 * ++ + 5 + + +
* * % % * % % xk k ok kxExkkkk kxx

i

g. G-factors

Phi-psi

Chil-chi2 HH -
Chilonly

8h|3& chi4

Dihedrals [T]

[T I T T T T

MC bonds ey (A P T
MC angles A A e e T
[T O T T T

LTI I T T ITTTT

Mainchain  [T]

I

[

1
Overall [ [
77 3

pdb3hlh_06.ps




PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
5 =i = e e [T o e e T [
O 3 4 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
LY
S
34 40 45 50 55 60 3 10 15 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
LR 8= em— N\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AAAAAAAATIA A ‘ ‘ AAAAAAAABAAAAAAARIA  AAAAIAAAIAAAIAA_ A AANBAAAR A ‘
AFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEH
f. Max. deviation (see listing)
g. G-factors
Phi-psi [] EEEES M [T
Aty alailzl e
Grhega " HH o H H
Dihedrals  [TTT T T T T I ITTTTTTTTIITTTIT T 1] T T T T T T T T T T T T T T T T T I T T T I T T T I T
MCages HHHHHFHHHFHAHH A E A A A A A A A
Mainchain T T T I T T TTTTTTTT] T T T T T T T T T T T T T T T AT T T T T T T T T ITTTITT]
overal [T I I NESEEEENEENENEEE NSNS NN AN SN NN NN AN NN AN NN NN RN |
34 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60

pdb3hlh_06.ps
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Page 23

Residue properties
pdb3hlh

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

80
60
40
20

Chi-1 abs. mean dev.

62

30

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

24
18+
12

6_

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

d. Secondary structure & estimated accessibility

NS AN\ IANNNABENNNA

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)

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

80
60
40 -
20

Chi-1 abs. mean dev.

162

30

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

24
18+
12
6 .

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

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

d. Secondary structure & estimated accessibility

VA AN -

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

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

ALARTVEGTTENIKHLTRADLASY | DTHFKAPRMVLAAAGG | SHKELVDAARQHFSGVSFTYKEDAVP | L PRCRFTGSE | RARDDAL PVAHVALAVEGPG

f. Max. deviation (seelisting)
4

. * + o+
* ok + * *ooppkox + + R R Ly gk * + +
Kok Kk KKKk * *

* * Kohkkkkkk Kk kkkkhkk Kk Kk * ok k kK koK ok Kk Kk K * * x * * *

* k4

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

% 100
% 80
£ 60
g w0
< 20
o
262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 262 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

NN -m R A\ — NN

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

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

BAAAAAAAAAAAANAA  AABLTIAA AARAAAAAAAAAAAAATIABINAAATAAAAAIL AN ANAAAAAARIANAAAAAAAA AAAAAANTIAAAAAANAAAAAA
WADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNHL

f. Max. deviation (see listing)

+
+ o+ ++ ++ * ok + + k4 kkgp g4 + + o
XA E KKK KK kK K K KAk kxkk kK * P * *

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hlh_06.ps



PROCHECK

Resid t .

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

o

% 80 -

g 60

8 401

< 20

o

362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12-

® 61

S

O 3 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number

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

g

E o

g 4

N

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
MR AN AN AN —— N\ R
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

AAAAAANTIRL AAAAAAAA AAAATIA BAAAAABIAAAAAAAAAATAAAAAAAAABINAAANAAAAAA IIAAAAIAAAAAA AAI
RSAMVAQLDGTTPVCET I GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI CPGAEDL

f. Max. deviation (see listing)

+ +4++++ + + + o+ + + + o+ + +* o+ x4 4 + *
g. G-factors
Phi-psi . I M HEES N (T
e ; =T SRt o
Chi3 & chi4 [ [ [ [ [ [
Omega [ [T [T [ [ [T
Dihedrals [T T T T T T T T T T I T T I O IO T T TP T T TP T T T T T TP T T T T T T T T T T] [ETTTT]
ek R AMAREEEEMERBESEMERBSSENENSNSENERSSSENSNSNSENSNSSSENSNSESEESRSEES" SRSESEESRERE HHHH
Mainchain (T T T T T T T T I T T T T T T T TP T TP TP T T T T T T T T TT] [TTTTTT]
Overall LT T I T T T T T T T T T T T T T T LTI T T T T T T T T T I I T T T T T T TITTTITT T [ITTTT
362 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

24
18
12

Omega 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

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

/L /\/ S st /N

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

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

ANNRAAN AAAAABARAAARIEA AAABIA AAAAAAATEL ) ‘ ‘ : ‘ AAAE AAMMAAABARAAAAAANBAAAAAAAAAAAAA
EITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVYSTREKMTYCVECLRDHVDTVMEYLL

f. Max. deviation (see listing)

+ ++ + * +* * +* +4* 4 + * 44 Yo+t 4+ Yo+ 4+ 4+
* * kxkx kK Kk *® kK Kk x Kk ok Kk kk  kkkkk ko kkkk Kk *x Ak kkk* kKKK KAK KKK

g. G-factors

Phi-psi ]

chifehiz (i H:I,,:r H>I] 0 H lﬁ [ H
Chilonly

Chi3 & chi4
Omega

Dihedrals [

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

Mainchain [T

Overall [1

I I
I I
\ \
\ \
I I
25 30 3

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

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

30

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

24
18+
12

6_

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

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

NVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQFL

f. Max. deviation (see listing)

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

24
18
12

6

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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 R ==ipmmm—m R/ \N\ /e AN —

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

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

A MAAAAAAAL AAAAATL AAAAAAAATIAA : ‘ ‘ H AAAARL AA ‘ AAABAAARREAAAAAAAANTE
N1 RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGF

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [TTTTT

MC bonds
MC angles

Mainchain [T

Phi-psi _ T F [EEREN [ H [N o
|
[
I
[
[
[
I

[T
[T
[T
[1T
Overall [ITTTTTITT

I I [TTTT]
T I EEEEN
EEEE] \ EEEEN
[TTT1 I [TTTT]
[TTTT I TTTITITIIT,
225 230 235 240 245 250 2
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Residue properties
pdb3hlh

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

24
18
12

6

Omega abs. mean dev.

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

Zeta abs. mean dev.
N A OO

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

YT I SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK | DSVT SADVVNAAKKFV SGKK SM

f. Max. deviation (see listing)

+ +* b4 4 + + 4 x * ok + + + Kk k ok + R4 X +
Xk Kk kA Kk  AKKKKAK KK kK KKK Kk KAk KKKKAKE Kk Kk Kk kkkK K* KA KKAKAK KK KAKKKKKKE AKX K *

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [T1]

[
[

Mainchain [T

Overall [1

I I [T T T TT T T]
I I EEEN NN RN
\ \ EEENERNEENRNREN
I I [T T IIT]
I I T I T LTI,
325 330 335 340 345 350 355 360 3
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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

425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12

® 61

S

O 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

g

E o

g 4

N

425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

[

[

[

[

[T LI C
425 430 435 2

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

= eV \\NNAN AN

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

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

AAAAAATABAAAAARRIRFAAAABIAAATAAAAA AAAARRAABAAABAAAAAAAAAAAARIR
T T T T T T T T T T T T T T T
AASGDLGSTPFLDEL APNIRKSHPLLKMINNSL I DLPAPSN | SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY

f. Max. deviation (see listing)

+
+ * * * ++ X 4 * + + + + * 4 + Kok pg + +*
* x * * ok k ok *k kA ok * % % K kK AKKKKAK K K k*E K % * ok ok k M-

g. G-factors
M | TR I H O T H o

j

[

[

[

[

[

TTTTTTTTTTTTT

EARRRAARRRARREN

CITTTTTTTTTITTTT]
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Residue properties
pdb3hlh

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

24
18+
12

6_

Omega 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

c. C-aphachirality: abs. deviation of zetatorsion

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 YA VA VA WA VA VARt sV AN A VA VA VA VA Wae) W Vo W) =
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 AAARAAAAA i i A AAAAN i /\/‘\/\/\/\/\/‘\/\/\/\/\/‘\IT i i ARBEAAAA
GWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNMGOMSFWGATV | TNLFSA I PY | GHTLVEWAWGGFSVDNPTL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

993
Z
Ss
N
[
1
[
|
O H OEd e
i
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Residue properties
pdb3hlh

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

& 100
% 80 -
g 60
8 401
< 201
o
177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
O 177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
RS
S
177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
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
AFAAA ABAAABAAAAAAAAAAAAAA AANAAAAAAARAAAAAAA AAAAAAAATARIEAAATAARIAARIAA
'i'RFFALHFI‘_LPFAI‘AGI TI‘ IHLTI‘:LHES(‘BSNNPI‘_GI SSE)SDKI I‘DFHPYY‘SFKDI‘ LGLTI‘_MLTPI‘:LTLAI‘_FSPNI‘_LGDPI‘ENFTPA‘NPLV'I"PPHI }‘(PE\NYI‘:L
f. Max. deviation (see listing) .
5 b
L L ot b ety s et R
g. G-factors
EnTen u : u - BT
Chil-chi2
e :
mega I [
Dihedrals [T TT T T T T I T T T I T T LTI T T T T T T T T T T T T T T T T TP T T O T T T T T T T T T T I LTI T
MCbonds T T T T T T 1
MCangles [T T P e e P T
Mainchain (T T T T T T T T TP T T O T T LT T TP T T TP T T PP T TP T T T T T T
Overall \‘\H\\H\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\\‘\HCH‘\H\\‘H\H‘\HH‘H\H\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
C = cis-peptide

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

80
60
40
20

Chi-1 abs. mean dev.

2

30

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

77

Omega abs. mean dev.

2

24
18+
12

6_

7 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

2

Chi3 & chi4
Omega
Dihedrals

MC bonds
MC angles

Mainchain
Overall

2

77 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAAAIAA AAAAAAATINAAAAAAABIAAAAAARAARIIAAAAAAAAAAAAAAAAAAAA  AABIIAAAAAAA  AAAAAAAAAAAARIANAAALA  AAAAA
FAYAI LRSI PNKLGGVLALAASVL I LFL | PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENK

f. Max. deviation (see listing)

+
* % ++
******************** * %

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

g. G-factors

\
\
\
\
\
\
‘\
77
C = cis-peptide

pdb3hlh_06.ps
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R d t Page 35
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
377 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
© a7 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
377 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAARRAABAAR _ AAARARIAAAAAA  AAAAAABABARAABAAAAAAAAA TIRAAAAAAAAAAAAAAAATL AAA_AA :
MLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GV THTEAEAKALAEEVEVQDGPDENGEL FMRPGK
f. Max. deviation (see listing)
g. G-factors
il % T i | EEE | H
Chilonly
Chi3 & chi4 \h
mega [
Dihedrals  [TT11 T T T T T T T T T A T T T T T T T T e T T T T T I T T T T T T T T T T T T T T T ITTTTT
MC bonds T T T T T T T T T T T T
MC angles e e e e e e e e e e e e e e A e e T T T T T T A e T T T T T T
Mainchain  [TT1T] 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 I
Overdl  [TTTJ \\H\‘H\\\‘\\HMH\\‘\HH‘\H\\‘H\H‘\HHH\H‘\\H\H\H‘HH\‘H\\\‘\\H\‘HHC\‘HH\‘\HH‘H
377 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
C = cis-peptide

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

& 100
% 80
g 60
g w0
< 20
o
87 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
5 3 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 87 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

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

d. Secondary structure & estimated accessibility

A Tl A o e T AAY

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

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

: ‘ ‘ I AAAAAAAAAAAAA : ‘ : AAAAR ‘ ‘H/\/\ AARAANBRAAAATA ABAAAAAAAAA
| SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPI YNE | LEYDDGT PATMSQ| AKDV

f. Max. deviation (see listing)

*
9
+* X * +
+ +rx*yp 6 kx4 + + + +* 4+ ++ 4+
* * Kk kKK KKK KKE KK KA K kK * kK kkkx % Kk Kk kx

* k%
[

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hlh_06.ps
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Resid t e

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

o

% 80

£ 60

g w0

< 20

&

187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

£ WW—W

O 187 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30 35
Residue number

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

g

g 4

N

187 195 200 205 210 215 220 225 230 235 240 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

AR AAARNARNARNAARRNALD—  Reg® AV

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

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

CTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSV LK SRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGF
f. Max. deviation (see listing)
+

o3
=
=

i
B 5
|
H
H

MC bonds
MC angles

Mainchain

Overall

pdb3hlh_06.ps
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Residue properties
pdb3hlh

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

% 100
% 80 -
g 60
8 401
< 20
&
36 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number
o b. Absolute deviation from mean of omegatorsion
g
§ 24 1
£ 18-
8 12
® 61
S M—Wﬁw
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 A OO

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

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

d. Secondary structure & estimated accessibility

P o B Ry

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

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

AAAAAAAAANAAAAANAAAAAAAAAAAAABNAAAANAAAANAAAAANAAAA AAAAANAA  ADNAAAANAAAAAAAAAAAARANBIAABREIAAAABRAAAAAAAA
SYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK I EIKL SD | PEGKNVAFKWRGK PL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEWV | L

f. Max. deviation (see listing)

+ +
+ * kb *okkgp 4 * + + +++++ ++ + ¢+
Kk KKk KKK KAKAKKKKKKA KKK K Kk kK * . * k% k kkkkKEKAK  x *  *

*+
Lot
* %

g. G-factors

MC bonds
MC angles

Mainchain

Overall

pdb3hlh_06.ps
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Residue properties

pdb3hlh

Page 39

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

% 100
% 80 -
g 60
8 401
< 20
o
136 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
S
o

145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30 35

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

d. Secondary structure & estimated accessibility

S T

15 20 25 30 35
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

s — AN

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

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

VGVCTHLGCVP | ANSGDFGGYYCPCHGSHYDASGR I RKGPAPYNL EVPTYQFVGDDLVVVG

f. Max. deviation (see listing)

+ + + + * + +
*kx ok k * x *xk ok * %k

g. G-factors

(F;*p]l S O T T T r [TH H H:I:,,IFDII,
i1-chi2
Chilonl B

[

[T

[T

[

[T

[T

0

Chi3 & chi4
Omega
[TTTT
MC bonds [T TTTT]
MCangles  [TTTTT]
[TTTT
[TTTT

Dihedrals ]
Mainchain  []

Overall {1

EEAARIAAAAAAAAA
T T T T T
GRLMDR | RKWYYNAAGFNKYGLMRDDTLY

************
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Resid t -

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

o

% 80 -

g 60

8 401

< 20

&

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

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

S

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

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

g

g 4

N

39 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10 15

Residue number Highlighted residues are those that

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

D DAGAACAAVA == (=t O-S VAVAVAAN AN = Te——oF0 " >

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

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

EDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRI L PKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK IHFGNLARVRHI I TYSLS

f. Max. deviation (see listing)

+ +
+ + + x4+ +** ++ +R 4k kg4
KKK KK KAKAKKKKA K KKKk * ok k Kk K kk KKk KE  KKEKK K

g. G-factors

MC bonds
MC angles

Mainchain

Overall
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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 5 60 65 70 75 80

30

Residue number

20 25 30 35 40

b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

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

Residue number

20 25 30 35 40

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

Residue number

d. Secondary structure & estimated accessibility
R N NN/ NIN/NY/N e

Key:- <™ Helix

20 25 30 35 40
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

U —AAVAG=AAVAAA

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

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

AAAAAAAAAAANTIAAAA

T T T T T T T T T T T T
PFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY END

f. Max. deviation (see listing)
\ ¥ P

g. G-factors
Phi-psi . T I-ZI_H M
Chil-chi2
chi3 8 s H
mega [
Dihedrals [T T T T T TT T IO T T T T T I I T T I T T T T LTI T I 1]
Vewss T T
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]
Overall OO T T L T L T T T I T LT I T LT T

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

ELVDPLTT I REHCEQTEKCVKARERLELC

*********************
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PROCHECK

Resid t -

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

o

% 80

£ 60

g w0

< 20

6 T T

41 50 55 60 65 70 75 35 40 55 60 65 70 75

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12

® 61

£ —  E—

O 41 50 55 60 65 70 75 35 40 5 60 65 70 75
Residue number

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

g

E o

g 4

N

41 5 55 60 65 70 75 35 40 5 60 65 70 75

Residue number Highlighted residues are those that

Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

SN AVAVAVAUA \4 v v —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAEE AANABAAAA AARABAAA AAABIAAAA
DARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK UUUUUUU UUUUUU RPLLCRESMSGRSARRDLVAGI SLNAPASVR

nnnnnnn  nnnnnn
kkkkkkk kkkkkk

f. Max. deviation (see listing)

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

=
=
BEE
-
:
-
Ea=

[ \
I I
= l
1 (OIIIT0  [ITIT) | I
75 35 40 5

o HEH
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Residue properties
pdb3hlh

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

24
18+
12

6_

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

4 10 15 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

LGNNI e N NN/ N/N/N/IN/N/ NZaaas
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAATIA  AAAAAAAAAATIEIA
T T T T T T T T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKYEASE

f. Max. deviation (see listing)

+ + + x4+ 4+ ++:
*******************************************************
g. G-factors
Ave
Phi-psi -043
Chil-chi2 HEN| -0.13
Chilonly 0.02
Chi3 & chi4 [T ] 0.46
mega 111 0.60
Dihedrals  [(TTT T T T T I T T I T T T I I T T TIT T I TTTTTTITIITTTTITITTITIIT] [] 0.08
MCbonds T T T T T T ] (o6t
MCanQIlGS\\H\\H\H\\H\H\H\\HHHHHHHHHHHHHHHHHHHH0~40
Mainchain (T T T T T I T T T I T T T T T I T TP I I T TTTTTIT I ITTTTIIITIITTTT1T1] ] 049
Overall [T T T T T T T T T T TP T T T T T T T IT T T T TITITTTTITTTTT] O 025
4 10 15 20 25 30 35 40 45 50 55 60
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Main-chain bond lengths

PROCHECK

156 1.60 1.64
149 153 157

1.45

T
133 137 141

CA-CB
(Ala)
. 1.E2 .
N-CA
(except Gly,Pro)

1.48

111 115 119 123 127 131 135

140 1.

1752
1752
1752

Aouanbai4 Aouanbai4 Aouanbai4

1.64

1.34 138 142 146
155 159 163

152 156 1t

46 150 154 1ks

-CA
Pro)
3

A

C-N
(Pro)
CA-C
(Gly)
5
CA-CB
(therest)

1.47
148
T

122 126 1.30
T
T

134 138 142

139 1
140 1

1752
1752
1752
1752

fousnbai4 fousnbai4 fouenbai4 fousnbai4

49 153 157

N-CA
(Gly)
e

CA-CB

(lle,Thr,val)

CA-C
(except Gly)

148 152 156 1.60 164
133 137 141

120 124 128 132 1.36 140 144

141 145 149 153 157 161 165

140 1.

1752
1752
1752
1752

Aouanbai4 Aouanbai4 Aouanbai4 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 angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1407 — 1407 — 1407 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘IE‘ 121 126 131 101 106 101 116 14 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1407 — 1407 — 1407 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 18 133 138 107 12 17 12 17 152 157 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1407 — 1407 : : 1407 B
g ) o) |
S o o) !
> >3 >
8 g g |
LL L LC !
105 110 115 fy(;“ 125 130 135 107 12 17 12 17 152 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
1407 — 1407 — 1407 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 %ﬁS 130 135 95 100 105 1*0‘ 115 120 125 94 99 104 109 114 119 124

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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1407

Freguency

1407

Freguency

1407

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
— 1407 ‘ ‘ 1407 : ,
i | | 1»
i 3 b 3 .
] o) ] o) |
> 0 > |
. g | g |
95 100 105 110 115 120 125 96 101 106 111 116 121 126 97 102 107 12 17 12 127
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
! : & D & v
| = 0 0 >
| g | g |
| ] L . (T Dl
% 101 106 111 116 121 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
— 1407 ——
| >
] o)
\\ >3
| g
K L
95 103 108 113 118 95 100 105 110 115 120 125

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

pdb3hlh

ASP

ASN

ARG

L L
(@) (@)
S S
IS IS
(2] [a2]
N - ——c—ccccoccccococo=-iX O
o B o
N T N
““““““““““““““““ S O
o o
- -
xS S
o o
o Q =) =) =) ) S - o
S s} 3 3 S n S 3
N — — N — —
Aouanbai4 Aouanbai4
[Te) [Te)
(@) (@)
S S
'S 'S
™ ™
LS LS
o ) o
—
IN o IN
““““““““““““““““ S 2
o o
- -
1S 1S
o o
|‘|Lo 10
S S
Q Q o o o Q o o o o
5 3 S 1D 5 3 = 10
fousnbai4 fousenbai4
[Te) [Te)
() ()
S S
< <
LS LS
o o
™ ™
LS LS
o zZ o
-
o O] o
““““““““““““““““ S Lo cccccccocc e RS
o o
— —
xS xS
o o
(@] (@]
S S
o o

l
|

50+
OO_

TYR

TRP

PHE

200

00

t
Q
D
I

>ocomcohu_

B

0.00 001 0.02 0.03 0.04 0.05

200

150+
00

\Gcmm_coi

0+

Yo}

0.00 001 0.02 0.03 0.04 0.05

200

- >ocwm_§u_

0

o

0.00 001 002 0.3 0.04 005

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.
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Distorted geometry
pdb3hlh

Main-chain bond lengths

N 1451 CA CA 1540 CB
1.509 1.488
FGly 10 G Thr 15

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

Main-chain bond angles

N M2 ¢ N 1112 ¢ N 1125 ¢ N M2 ¢ N 112 ¢ N U2 ¢

1215 121.2 127.4 1215 W 1235
CA CA

Alle428 D Asp 44 D Gly 133 N Thr 347 Olle226 O Arg 227

N 112 ¢ N 125 ¢ N 1125 ¢

CA CA CA
O Ser 228 QGly 133 R Gly 143

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

Planar groups
B cB cB cB 8 cB
0.032 0.033 0.038 0.032 0.030 0.036
A Phe 307 A Tyr 314 B Tyr 122 B Tyr 368 B Phe 417 CTrp 31
cB cB - B cB LB
0.044 0.030 0.048 0.036 0.032 0.047
CPhe 34 CPhe 64 CTyr 76 CTrp142 C Phe 188 CHis 197
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Planar groups (contd)
cB 3 cB cB cB cB
0.037 0.042 0.030 0.033 0.048 0.043
C Tyr 225 CTrp273 C Tyr 359 D Phe 30 D Tyr 33 D Tyr 134
cB cB cB €3 * cB
0.044 0.040 0.036 0.036 0.033 0.038
D Tyr 221 FTyr 20 FTyr 89 GTrp 38 N His 289 O Tyr 122
CB SE <8 CB CB «® (
0.039 0.044 0.032 0.036 0.030 0.033
O Tyr 368 P Phe 34 P Phe 64 PTyr 76 PTyr 104 P His 197
cB c8 cB cB cB
0.045 0.032 0.048 0.031 0.032
P Tyr 225 PTrp273 QTyr 33 QTyr134 STyr 20

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