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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2928 81.9%
Residues in additional allowed regions [a,b,l,p] 600 16.8%
Residuesin generously allowed regions [~a,~b,~l,~p] 33 0.9%
Residues in disallowed regions 12 0.3%
Number of non-glycine and non-proline residues 3573 1000%
Number of end-residues (excl. Gly and Pro) 37
Number of glycine residues (shown as triangles) 264
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

pdb3ht!

Arg (208)

-90

180

180

-90

-180 0 90 180 -1 90 180 -180 90 0 90 180
Phi Phi
Asp (183) Gln (116)
0 180 N.159
AN g
90 90 i
U 54 o
[ ]
hg : "
2
-90 L -90
180 -180 -90 0 90 180 -180 -0 0 90 180
Phi Phi
. g‘!y (256) o His (130)
: 12 ﬁ% e l % ﬁ.250
Q¥9390 - i.%y; 90
]
0- oy b= s
"
P 158
01 m ]
..I
] % %
-180 -0 0 90 180 -180 -850 180
Phi

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
pdb3nil
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
pdb3nil
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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
pdb3hil

% 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 81.9 61.4 10.0 21 BETTER
b. Omega angle st dev 4039 11 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 130 32 249 10.0 -22 BETTER
d. Zetaangle st dev 3791 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 2684 0.8 11 0.2 -15 BETTER
f. Overall G-factor 4070 0.2 -0.9 0.3 36 BETTER
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Side-chain parameters
pdb3hil
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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 464 14.0 29.2 6.5 -23 BETTER
b. Chi-1 trans st dev 1077 134 28.0 53 -27 BETTER
¢. Chi-1 gauche plus st dev 1643 133 26.6 4.9 -27 BETTER
d. Chi-1 pooled st dev 3184 135 27.4 4.8 -29 BETTER
e. Chi-2 trans st dev 1012 13.9 26.9 5.0 -26 BETTER
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Residue properties
pdb3hil

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

% 100
% 80 -
£ 601
8 401
< 20
o
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
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 A OO

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

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

d. Secondary structure & estimated accessibility

A A S St~ o b\

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

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

ATYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[ [TTTITTTTTT [TTTTTTITT I
MC bonds [T T T[T TTTTTT] [T TTT
MCangles [T T T T
[TTTTITTTTTTITTT [TTTTTTTTITIITITITTT
[TTTTITTTITTITTT [TTTTTTTTIITITITTT

Mainchain  []

Overall {1
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80
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40
20

Chi-1 abs. mean dev.

Residue properties
pdb3hil

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

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

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

NS AN\ — -

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

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

* 4% koK Kk g
Kk kkk  kkk Kk KKk Kk k* * %
L
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=
o
o

Chi-1 abs. mean dev.

202

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.

202

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties
pdb3hil

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

80
60
40 -
20

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

202

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

G| SHKELVDAARQHFSGVSFTYKEDAVP| L PRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH

f. Max. deviation (see listing)
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Residue properties e
pdb3hil

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
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
g 2
o 1
£
O 302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 350 385 390 395 400
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
JATIA, A
KLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCT STTESEVKRAKNHLRSAMVAQLDGTTPVCET | GSHLLNYGRRI SLEEWDSR| SA
f. Max. deviation (see listing)
4
SR O SUNE DU S S O T JNNUUNE SUP SN S SR ST O IR I I
g. G-factors
Phi-psi . RN W] [TTTE I [
Balis ol siimedieaien
i3 & chi [ [T [ [ [ [
Omega [ [T [T [ [ [
Dihedrals [T T T T I I T T I LTI O T T T TP T TP T T TP T T TP T T T T T T T TP T I T I T T LTI
MCbonds T T T T T 1
MCangles [T e P A P T P
Mainchain (T T T T T T T T LT T T T T T T T T TP T T T T T TP TP T T T T T
overall [T LI T LI L IO T I T T T T T L L L T L T T T T T T T T T T LI T T T T ]
302 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
402 410 415 420 425 430 435 440 19 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

NN L e — =

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

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

AAAAFRAABAFAARIA AAAEA BIAAAAAAT
T T T T T T T T T T
VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNRI RSGMYWI PGAEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGT

f. Max. deviation (see listing)

+ + +
+ K +  +* o+ +* phx * + x4 ++ + +
K kx Kk Kk kkkkk k% kkx kkkkkk kk % % kxkkkk * ** x *

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

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

Mainchain  []

Overall {1
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Residue properties
pdb3hil

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

& 100
% 80 -
g 60
8 401
< 20
o
66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
5 s b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 66 75 80 8 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

Zeta abs. mean dev.
N A OO

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

AHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

g. G-factors
Phi-psi H o NN 1o [T T H [
S B aies R SR e
Chi3& chi4 [] [T [ [ 1] [ [
Omega [ [ [ [T [ [
Dihedrals  [(TT T T T I I T T T I T T T T T T T T O T T T T T T TP T T T T T T T TP T T T T I T T )
MCbonds (T T T T 1
MCangles [T e e 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 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 I T T T T 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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o

Chi-1 abs. mean dev.

Residue properties e
pdb3hil

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

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N

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 e —

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

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

AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

* + * +
* +* *rppoo o4 4 ++ *ok o pp ko gk kgpgkk + + o+ 4+ +*+ + *
* ok k kk * ok k ok Xk kk kKA ® R KRk kK ok KKK KKK KKK kK kkk Kk ok

* 4
* %%

g. G-factors
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Residue properties
pdb3hil

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

% 100
% 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
o

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

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

B\ e/ Sm— S\ A

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

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

BAAAAAAAAABIAAA B EAAEA ABABAAAAA AARBABAREEAAAAAAAAAATL ARl AAAAAAAAIA AAAAAABAAAAAAAT
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)

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

Chi3 & chi4
Omega

Dihedrals
MChbonds []
MCangles []
Mainchain  []

Overall I
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Residue properties
pdb3hil

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

Page

% 100
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
. b. Absolute deviation from mean of omegatorsion
g5
§ 4
E 3
g 2
o 1
S
O 366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

Chi3 & chi4 } } } }

Omega
Dihedrals

Residue number Highlighted residues are those that

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

LYY VEEVVVSI ] G

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

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

: ‘ : ‘ EEAAAAAAAAAAABIAAABIAAAAAAAAAARL ‘ HA_AAAAARE
ATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL

MAPNI RKSHPLLKMIN

f. Max. deviation (see listing)
x4

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

MChbonds []

Mainchain  []

Overall {1

[T T T T T T A T T T AT T T T I T T T LTI T T T LI I T T T ]
T T P T T PP T P P T PP P PP P P T TP PP PP T T
MCangles [T T
IEEEEEEEEENE NN NN NN
[T I T T T T T T T I T T L T T LT T T T I T I I I I T I T TITTIIITT]
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Residue properties
pdb3hil

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

17 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

17 25 30 35 40 45 50 55 60 65 70 75 80 8 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

NONZNNNNININN\N— 7\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAFAFEEAABAAAAAAAAAAAAR AAARAAAAA
T T T T T T T T T T T T T T T T T T T T
NSL I DLPAPSN| SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNT

f. Max. deviation (see listing)

g. G-factors

1 ET T AT T

niEf ! H 2 ;

T T T T T TR T T T T T T T T T T T T T T T T T T T T T e T T T T T T I T T T T T I T T T I T T T T 1T
I T T T T T A T T T T T T T T T A
o e e e e e e e e e e e e e e e e e e e e e e e e e e e e T e T T T T T 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 I T T T T T T T
G T T T T LT L T T T T T T T L L I I L I I I T T T I 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

pdb3hll_06.ps




PROCHECK
Page 11

Residue properties
pdb3hil

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 4
E 3
g 2
o 1
S
o

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

Zeta abs. mean dev.
N

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

T T T T T T T T
GVILLLTLMATAFVGYVLPWGQMSPFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals ]

[TTTTITTTTTTTTT
MChbonds  [TTTTTT T ITTTTTI]
MCangles [T
[TTTTTTTTTTTITTT
[TTTTITTTITTITTT

Mainchain  []

Overall {1

pdb3hll_06.ps



PROCHECK

Page 12

Residue properties
pdb3hil

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

217

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.

217

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

\
\
\
[
‘\
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

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

BAAAAAAAAAAAAAA  AAAAAAAAAATIAAAIAAAA  AAARAAARIAAAAAAABIAAIAAAAAAAAAAAABIMNBIAAA _ AAAAAAABIMNAAAAAAABIANAAAAAAA
DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

f. Max. deviation (seelisting)

T
M

* gk K

+ K4
KRk Kk kK kK Kk Kk

g. G-factors

C = cis-peptide

pdb3hll_06.ps




PROCHECK

. . Page 13
Residue properties

pdb3hil
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80
§ 60
g w0
< 20
© 317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

Residue number

. b. Absolute deviation from mean of omegatorsion
c 4
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

5 10 15 20 25

. 10
o
§ o]
£ 67
g 4
AR
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

AN — NN AN A

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

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

AABAAAAAAAAAANAAAAAAAAA  AAABAAAAAAA  AAAAAAAAAAANTIIRIAAA AAAAAAAI
TFRPLSQTLFWLLVANLL | LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4 I
Omega [T
Dihedrals ]

[TTTTTTTTT
MChbonds  [TTTTTTTIT]
MCangles [T T[T
[TTTTTTTTT
[TTTTTTITT

Mainchain  []

I I [ I [ 1 [ I |
I I H i H i H i |
\ \ ] il ] Il ] il I
I I [ I [ I [ I J
Overall [ [TITT1 : T LT L R LI T T LI T T]
317 325 330 335 340 345 350 355 360 365 370 375 380
C = cis-peptide

pdb3hll_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 14

Residue properties
pdb3hil

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

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

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

MNP\ A e — Y

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) -

++ 9
TR ST s R S Tt T L St LA T RS I OUE SV SS LT S
g. G-factors

[ ENEC R | H CI [ EEEEN
H -

[T T T T T T I T I T T T T T I T T T T T T T I T I T T I I T T T T T I T I T
[T T T T T T T T T P T e e P e T P P P e P P P T P T T P T T P P T P P T P I T
e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
[T I I T I T I T T I T T T T T T T T I T T T T T T T I I T T T T T T I T T T T I T T I T I I IIIIIT]
\‘\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

pdb3hll_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 15

Residue properties
pdb3hil

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

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

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

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

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

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

A i o RV ENANANANS

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

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

T T T T T T T T T T T T T T T T T T T
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing) .

5
Ll L ++* + * +* o4 4* + 4 ** 4+ 8+ o+ ++ * 4+ 4+ F x4 * 4
S SN S = T SUURI SRS S PP ot - SO S PSSO £ S S SO S 05 S -
g. G-factors

pdb3hll_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
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
©
4
8 2
o 1
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 5 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

NG == E -

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)

+

* % 4 + * 4 + + + 0 Kk kA + + * *pq * *k ok k * 4
kK Kk * * ok ok ok * * * kK Kk * ok k ko k kkkkkk kkkk  kk KAk kkk Kk KKk KKK KKK K Kk KKKk k*

g. G-factors
Gty HET A e R umaed any

Dihedrals  [TTTTTTTTTTTTTT]

LITTTTT
MCangles LI
LITTTTT
LITTTTT

Mainchain  [TTTTTTTTTTTTTT]

Overall

[

[

[

[

[T T B
227 235 240 5

pdb3hll_06.ps



PROCHEC

=
o
o

80
60
40
20

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

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 17

Residue properties
pdb3hil

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

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

76

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

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

S B R e S gt i emdm
@ i/
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

I KLSD | PEGKNVAFKWRGK PL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP

f. Max. deviation (see listing)

g. G-factors
[T T [ T T T T e T T T e T [T
i i
T T T T T T T I B T T T T T T A T T T T T T T T A T TR T T T T T T T T T I I T I T T T
e A A A A A A A A A A A A
T T T T T T T T T T T T T T T T T T T T T
GO T T T T T T L T I T T T T L L T T T L T T T LT LT LTI IT]
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3hll_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
. b. Absolute deviation from mean of omegatorsion
©
4_
8 21
® 11
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

e N EVAVAZA N\, — /N AN N AN AN A

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

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

AA/\NV\/\/\NTH /‘\H_V\/\/‘\ EAAAAAAAAAAAAA _AAAA AAAAAAAARIAAAAAAAAAAAAAAAAAAAAAAAANAAAAAATIIAAATIA
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRL PKDLYNERMFR I KRALDL SLKHR I LPKE

f. Max. deviation (see listing)

g. G-factors
(F;*p]ii- -Scihi 2 (i T T (i I H,, (W]
Chilonly
Chi3 & chi4 [
Omega [T
Dihedrals T TTTTT I TIITIITIIT] 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 ]
MChbonds [T T T T T] T T A A AT T
MCangles [T e e e e e e e e e e e e e e e e e e
Mainchain  [TTTTT T ITTTTTITTTTT] T T T T T T T T T T T T T T T T T T
Overall [ETTTITTITTITIITITITT T T T T T T T T T T T T T T T T I T T T I TT T T IT T T
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3hll_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 5 10 15 20 25 30 35 40 45 50 55
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4_
8 21
® 11
S
O 79 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50 55
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

79 8 90 95 100 105 110 5 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 PRRANARNR— G DA AN ARNE
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK GIHFGNLARVRHI | TYSLSPFEQRA | PN FSDAL PNVWRRFSSQVFKVAPPFLGAYLL

f. Max. deviation (see listing)

+ + o+ o+ * 4 ++ +++ * + +* 4+ ++ + +* * + 4 Ky kx o x ++
X kk Kk kK Kk kkkk KKK kKA K xk * % % K kk kK kk KKK KKKk KKKk KKAKK KKK KAKKKKE KA

g. G-factors
?P::l :Cﬂi 2. EEEN | Ezil:l H l::il:l #,ID_H

Dihedrals [T

[TT
MChbonds  [TTT[]
MCangles [TTTT7
[1T
[T

Mainchain [T

Overall [1

pdb3hll_06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
5 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
©
4
8 2
o 1
S
O 5 65 70 75 80 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
5 65 70 75 80 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 =——A g H —\A G ANANANVAA G AAVANVANA=A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

Y SWGTQEFERLKRKNPADY ENDQ EEEELVDPLTT | REHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKLFN

f. Max. deviation (see listing)

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

g. G-factors

Gt AFON et B apciaERiciE, afiaE asin s

Dihedrals [T

[T
MChbonds  [TTT[]
MCangles [TTTT7
[1T
[T

Mainchain [T

Overall [1

!
\
I I \
I I I
\ \ \
\ \ \
I I I

5 65 70 7

pdb3hll_06.ps



PROCHECK

R . d t Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
6 T T
76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
S
O 76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
76 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

Van I ! ) J NN ANNNG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AA_ AABAAAAAR I_IN_I/\I_I/\/\A AAABARAAR
T T T T T T
KLK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVVLGAVLFE
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk

f. Max. deviation (see listing)

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

4

g. G-factors
?p::ljcmz % N | - EEECE H>W u O #: :H =

Dihedrals  [TT1]

LTI T I T I T T [T TTT

MC bonds ey (T T
MC angles O ey A e T
LTIy T IT T I T IITIII TTTT

OO TITTITTIIT) [T IT I T

Mainchain  [TT]

]
]
l
Overall [ [
76 3

pdb3hll_06.ps



PROCHECK

Page 22

Residue properties
pdb3hil

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

& 100
%80
£ 60
g w0
< 20
o
33 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
g 4
€ 3
g 2
o 1
£
© 33 40 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
o
5 o]
£ 67
g 4
LY
S
33 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
A\ A s e— N\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAABABAAAAAARA AAAAAAAAAAAAIAA AAA Bl AAAAAANIA £ :
RAFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVE
f. Max. deviation (see listing)
g. G-factors
i ] EEEESEEN | INEEN [ |
Aty o EeE s et
Chi3 & chi4 [ [ [ [
Omega [T [ [T [
Dihedrals T I T T IIT T T TTIIITIT T T ITTT] T T T T T T T I T T T T T T T T T T T T T T T T T
MChbonds (T T T T T T T T T T A A I
MCangles [T A T T e e e e e e T T T T T e T T T T T T T T
Mainchain [T T T T T T T T I I ITITITTTT] T T T T T T T T T T T T T T T T T T T T ITTTTT
overdl [T TIT T IIITI1] O T
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60

pdb3hll_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 23

Residue properties
pdb3hil

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

61 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

61 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

61 70 75 8 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

B 07 o i— A 102N AN

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

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

HLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQG

f. Max. deviation (see listing)

g. G-factors

[T o T T T [ HTTH [ [l
| i g

T T T T T T T e T T T T T T T T T T T T T T T T A T T T T T T T T
I T A A T T T T T A T T T T T A
O e e e e e e e e e e e e e e e e e e e e e e e e e e e e e P e T T T T e T 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 I T T T T I T T TIT T
EEEEEEEEEEEEEE NSNS NSNS NSNS NN NN NN NN NN NN N
61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdb3hll_06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

Page 24

Residue properties
pdb3hil

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

80
60
40 -
20

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Omega abs. mean dev.
P N w s~ O

Residue number
b. Absolute deviation from mean of omegatorsion

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

N AN AN/ Tt

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

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

TALARTVEGTTENIKHLTRADLASY | DTHFKAPRMVLAAAGG| SHKELVDAARQHFSGV SFTYKEDAVP I L PRCRFTGSE | RARDDAL PVAHVALAVEGP

f. Max. deviation (seelisting)
4

+ +8* Eopr ok +
* Kk x Kk KKAEK KEAKKKE *x

g. G-factors

pdb3hll_06.ps




PROCHECK
Page 25

Residue properties
pdb3hil

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

% 100
% 80 -
g 60
8 401
< 20
o
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

GWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNH

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTTTTIT LT
MC bonds [T T T[T T T TTTT
MCangles [T
[TTTTTITTTTTIT LT
[TTTTTITITTTITIIT

Mainchain  []

Overall {1

pdb3hll_06.ps



PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4 -
8 21
® 11
S
C 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
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number Highlighted residues are those that

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

RN AN —— L R

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

AAAAAAAATIL AAAAAAAA AAAARIA AAAAAANAAAAAAAARIIAAAAAAAAAATIAIAAAAAAAA  BIIIAAAABIANAAAAA AAI
LRSAMVAQLDGTTPVCET I GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNR I RSGMYWI CPGAED

f. Max. deviation (see listing)

g. G-factors
Phi e [] Il H NN
adeaStaSEEEEl naidisaietinad
i3 & chi4 I [T [ [ 11 [
Omega [ [ [ [T [
Dihedrals [T T T T T T T T T T T T I I T T T T LT T T T T T T TP T T T T T LTI T T T T T T T T T ] [EEREEE]
MC e FHHHHHHHHHFHHH A A R HHH
Mainchain [T T T I I T T I T T LT T T T T TP T TP T T TP T T T T LTI T T T TTT] [EEREEE]
Overall LT T T T L T T T T T T T T T I T T T T T T T T I T T IT T T T T T TITTITTITIT] [T
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3hll_06.ps
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Residue properties
pdb3hil

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

24 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

B\, N e A

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

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

A AAA
LEITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVYSTREKMTYCVECLRDHVDTVMEY L

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals

[T
MChbonds  [TTT[]
MCangles [TTTT7

[TTTTT
[T TT

Mainchain

Overall

pdb3hll_06.ps
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Residue properties
pdb3hil

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

LNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVAEQF

f. Max. deviation (see listing)

g. G-factors
Phi-psi . EECEE B [ A ] [ H m
Gl WL aislicilal E i
Chi3& chi4 ] [ [ [ [
mega [T [ [ [T [
Dihedrals [T T T T T T T T T T I T R T T T T T T T T T T T T T TP T T O T T T T I T I
MCbonds T T T T 1
MCangles [T P P T
Mainchain (T T T T T I T T T TP T T O T TP T T TP T T TP T TP TP T T T T I I T
Overall 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 LI T T T T T T T T ITT I T ITTITITTITT
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdb3hll_06.ps
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Residue properties
pdb3hil

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

% 100
% 80
£ 60
g w0
< 20
o
224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

224 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

R e ==pem—m e N\ N/ m— —

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

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

N AAAABAAAN BAANAN BAAAAAAAAAA ‘WMW‘WWWMAAWWW‘M
LN RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FG

f. Max. deviation (see listing)

+ + + 4+ * KRk po gk okok gk * +* x4 ++ * 4
ok ok k x kkE * Hx Kk kkk kKA xRk K Kkkk kK *k ok ok xk

g. G-factors
Phi-psi . Er:I::IZ-I:,Z- NN EEA] I,II,n,ﬂ [ HEEN | m

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hll_06.ps
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Residue properties
pdb3hil

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

% 100
% 80 -
g 60
8 401
< 20
o
324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

324 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

N/N\/N\/5

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

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

AAAAAAAATIA AAAAAATIAAAAAAAR /\N_I/\/ﬂ EEAAAAAAAAAAABAAABIAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
FYT | SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKK S

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

pdb3hll_06.ps
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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
424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 424 430 435 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
g 4
N
424 430 435 2 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

= N\ AN

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

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

AAAAAFATEEAABAAAAAAAAAAIAA
T T T T T T T T T T T T T T T
MAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL | DLPAPSN| SAWMMFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQ

f. Max. deviation (see listing)

+ +++ + + F 4 Kok ok pkx * o4+ kx4 + +F 1Kk 4 +
* ok xx xxx * % FrEk * Kk KK KrAkKKK K x % * Kk KRR AK Kk AKX % FxKKKAE KKK KRAR

g. G-factors

Phi-psi . T :n,w,, 7# [N NNEER H
Chil-chi2 ] [
Chilonl |
Omega [

[

[

[

[

[

(S

Chi3 & chi4
Dihedrals [T TT T TTTTITT]
MC angles
Mainchain  [TTTTTTTITITTITT]

Overdl  [IITTITTIIITIIT]
424 430 435

C = cis-peptide

[NCYF R pp—

pdb3hll_06.ps
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Residue properties
pdb3hil

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

% 100
% 80 -
g 60
8 401
< 20
o
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
g 4
E 3
g 2
o 1
S
o

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

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

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

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

H ‘ : ‘ A AAR AAARIBAAAAA i i A_AAAAN A /\/‘\/\/\/\/\/‘\/\/\/\/\/‘\IT AAAAATINA ; i
YGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV | LLLTLMATAFVGYVL PWNGOQMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPT

f. Max. deviation (see listing)

+  +* 4 + + +* 4 ++ * * + o+ + ++ o+ o+ K+ * +* 4 o4 KRk g ok k4
Kk kKK K kkx Kk K K kk kK K kK K Kk Kk K Kk KkKKKK KKk K KAKAKKEK K AkkKk kKA AKX KAKKKK K KAk KK

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

pdb3hll_06.ps
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Residue properties
pdb3hil

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

% 100
% 80 -
g 60
8 401
< 20
o
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

MNNANNN —m NANNANANNNE= A B~

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

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

ABAAAFAAAAAAAAAAAANA. AAAAAAANAAAAAATIAAAA
T T T T T T T T T T T T T T T T T T T T
LTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHI|KPEWYF

f. Max. deviation (see listing) :
5
S S AR T TN s oS TR ST S I0L S E SOOI Tt e TR T T S T 2 TAPUIOUE JOULT:
g. G-factors
Phi ] T [T .:C- ] T
e R e astEn o s
Chi3 & chi4 [T [ [ [ ] |
Omega [T [ [1 [ [
Dihedrals (T T I T I T T I I T T T T I T T T T T I T e T T T T T I T T T T T T I T T T I T T T T T T I T T T I
MCbonds [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
MCangles [T T T e e e e e R
Mainchain [T T T T T T T I I T LI I I T LT L L L T L L L L T L L LT T L L L L L LT LT LT T LT T L L L L T T LT LT T LT T T LTI
Overall \J\\\\ \\\M\\\\M\\\\\\\\\\J\\\ M\\\\M\\\\\\\\\\J\\ﬂ\\\ \\\\\\\M\\\\\J\\\\\\\\\\ \\\\\\\\\\\\\\J\\\\\\\\\‘
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
C = cis-peptide

pdb3hll_06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

276

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals

Page 34

Residue properties
pdb3hil

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

80
60
40 -
20

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

276

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

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 Generousll Disallowed

LFAYAILRSI PNKLGGVLALAASVL I LFL I PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLEN

f. Max. deviation (see listing)

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

MChbonds []

MCangles []

Mainchain  []

Overall

C = cis-peptide

pdb3hll_06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
376 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 376 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
376 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

T MNASAE AN

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

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

AAA
KMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPG

f. Max. deviation (see listing)

* *
*opx + +* o+ 4+ ++  F4t + Kk pppp + o+ +++ *pkpo ok * 4
* kK K Kk kA Kk Kk Kk kkkkk Kk K KK kAR KA Kk * kxkk kK Kk kk kKK K Kk Kk kKK

I

g. G-factors

(F;ﬁi_ -Scihi 2 ] :#,,I] [ W H I_H
Chilonl B

[T

[T

[T

[T

[T

[T

6

Chi3 & chi4
Omega
[T
MC bonds [
MC angles [
[T
[T

Dihedrals [TT1[]
Mainchain  [TTT11]

[

[

l
Overal m]]]] \‘
376 5
C = cis-peptide

pdb3hll_06.ps



PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 36

Residue properties
pdb3hil

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

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

86

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

86

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

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

86

d. Secondary structure & estimated accessibility

A Tt G L e TAAY

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

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

T T T T T T T T T T T T T T T T T T T
K1 SDY FPKPYPNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPI YNE | LEYDDGTPATMSQI AKD

f. Max. deviation (seelisting) -
+ 9
R T T T s L N N TR s T I T A E A R
g. G-factors
N EEEN T ] ] W] H ] T T
i b
[T T T T T T T TR I T T T T T T T T T T T T T T T T T T T T T T T T T T I T T [T T R T
[ T T T T T T T T e P e T e T e P e T P P P P P P P T P T T P P T T P P T P P T P P I T
O e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
[T I I I T I T T T I T I T T T T T T T T T T T T T T T T T T T I T T T T T T I T I I IIIIIT]
SN EEEENNNNN NN ENNNN NN NEENIN NN NN ENE NN NN NN NN NN N NN EEE NN NN EEN SN N NN ENE NN RN
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb3hll_06.ps
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Residue properties
pdb3hil

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

& 100
% 80
£ 60
g w0
< 20
o
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
8 2
o 1
£
© 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
RS
S
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
VAR VONAANARARNARNARNARNA— Ry
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKG
f. Max. deviation (seelisting)
5
Shian r e e I . S S IR S H eSS
g. G-factors
(nglii_-scihiz W H H W W [
Chilonl
Chi3 & chi4 [
mega [
Dihedrals [T T T T T T T T IT T I T T T T T T T T TP T I T I I T T TTTTITT I ITTTIIIT T T] T T T T T T I T T T T AT T T T
MCbonds T T T T T T T T T T T
MCangles [T T P P T T A T A T A T T T
Mainchain [T T T T T I T T T T T T T T TP I T IT T I TTTITITTT0T] T T T T T T T T T TTT
overdll [T T T LTI T LI T LI T T I T T T LI T I LI TL1] OO LT L L LI LTI T T
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

pdb3hll_06.ps
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Residue properties
pdb3hil

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

& 100
% 80
g 60
g w0
< 20
o
3 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
5 s b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
£
o 3 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

I Tt ot A Tk
= _nd

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

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

AAAAAAAAAAAAAAAAAAAAAAAAAAAAIAIAAAIIAIIIAAAAAAIAA AAAAANTI
FSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEWV |

f. Max. deviation (see listing)

g. G-factors
Phi ] [T EEEEE [NEEE | T T EEREERSE N NN
e e e
Chi3 & chi4 I I [
Omega [T [T [1
Dihedrals [T T T T T I T IT T T T T T I T T T T T T I T T T T T T T T TP T T T P I T T T TP T T T T T T I T T T T T
MCbonds T T T T 1
MCangles [T e e P P
Mainchain (T T T T T I T T T T T T T T TTTTTTT C T TTTT CTTT TTTTP P  TT  TTTTT I TTITT I IT I TT
Overall 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 I T I T LT T T T T I T T T T I IT T ITTTITTIITTITTT]
35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

pdb3hll_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195

Omega abs. mean dev.

Zeta abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 39

Residue properties
pdb3hil

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

15 20 25 30 35
Residue number

b. Absolute deviation from mean of omegatorsion

135 140 145 150 155 160 165 170 175 180 185 190 195

15 20 25 30 35
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15 20 25 30 35

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

Residue number

d. Secondary structure & estimated accessibility

v m s —m s LR VR A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A AAANE AAAAATN B AAAAAN ‘ ‘ AAAAARNAANRNEAN ABBAAA BEEAAAAAAAAAAA : ‘
LVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGR I RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTL

f. Max. deviation (see listing)

g. G-factors
(T 1o T T | | NEEE NS NN

H ; n

T I 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 T
HHHHH\HH\H\HHH\HHH\H\\H\HHHHHHHH\HHH T A T A
T T T T T e T T T T T T T P T T T T A
T TS T T T T T T T T T T T T T T I I T I T
CO T T T T L T L T T L T T R T TR T LI T OO LI I I LTI T]
35 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35

pdb3hll_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

S | EEE H>,I:I T ::ilil H:

Resid t -
a. Absolute deviation from mean Chi-1 value (excl. Pro)
38 45 50 5 60 65 70 75 8 85 90 95 100 105 110 5 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
38 45 50 55 60 65 70 75 80 85 90 95 100 105 110 5 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
38 45 50 55 60 65 70 75 80 8 90 95 100 105 110 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

BN SUNANAZNE N N/N/NNGNS T —

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

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

YEDDDVKEALKRL PKDLYNERMFRI KRALDL SLKHR| L PKEQWWKYEEDKPYLEPYLKEV | RERL EREAWNKK GIHFGNLARVRHI ITYS

f. Max. deviation (see listing)

+
+ + o+ o+ * + +* + ++ *ox +  ++ o+ Yt ob++ 4+ + * + +*
Kk Kk kKKK KKK K K Kk K Kk KAKKE KKk KAKE Kk k* X kKK AKX KKk AKXk * kA x * ok xk kK

g. G-factors
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Residue properties

pdb3hil

Page 41

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

% 100
% 80 -
g 60
8 401
< 20
o
18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35
Residue number
. b. Absolute deviation from mean of omegatorsion
g5
§ 4
E 3
£ 2
o 1
S
o 18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 3H

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

18 25 30 35 40 45 50 55 60 65 70 75
Residue number

d. Secondary structure & estimated accessibility
D= PN =N ===

12 20 25 30 35
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

U —=—=AAE—SVAVAVAY,

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

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

LSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADYEN

f. Max. deviation (see listing)

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

Dihedrals [

[TTTTTTT]
MCbonds [T TTTTTTT]
MCangles [T [T
[TTTTTTT]
[TTTTTTT]

Mainchain  []

Overall [1

ELVDPLTTI REHCEQTEKCVKARERLEL

il

[T [T

AT I T I 7T
T T T T T
A T e e T e e
[EEEEEEEEEEEENENEEENEN NN
[T ITTT I ITTTITTITTITITTTT]
12 20 25 30 35
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R . d t Page 42

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

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

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4_
8 21
® 11
S
O 40 45 50 55 60 65 70 75 35 40 55 60 65 70 75

Residue number

0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
E o
g 4
N

4 45 50 55 60 65 70 75 35 40 5 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

N— OO\

\ \ —N
\% V Vv >

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

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

CDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK

f. Max. deviation (seelisting)
6

it P axx P P
Y swx Thx  kxrxrrrrkrx kkAx *

[TT [T
MChbonds  [TTTTTTT]
MCangles [TT17 [
[TT [T
[TT [T

Mainchain  []

Overall [1

Al FABAAAARA AANFEEAAR
T T T T T T T
UUUUUUU  UUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR

nnnnnnn  nnnnnn
kkkkkkk kkkkkk

**********

I
I
l
(I [T | I
35 40 5!
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Residue properties
pdb3hil

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

Page 43

=
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.
P N W b~ O

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

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
LN NN e NN NN AN AN/ AN/ N N o

Key:- <™ Helix

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

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

AAAAAAANBARIIAAAAAAAATIA. AAAABIAAAAA  AAAAAAAARIA AAAAIAIAAAI.
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKYEAS

f. Max. deviation (see listing)

+ +  ++ + +F* 4+ o+ 4+ 4+ ++ * 4
****************************************************
g. G-factors
o Ave
i-psi Tl -0.57
Chil-chi2 .A H::# n n H L] 0.25
Chilonl 0.02
Chi3 & chi4 ] ] ] ] 0.49
mega [T [ [ [ 0.59
Dihedrals  [(TTT T T T T T T T T T T T T T IO T T T ] [ 001
MCbonds (T T T T T T 0.61
MCangB\\HHH\H\\H\H\H\\H\HHH\H\\H\HHHHHHHHHHE0-39
Mainchain [T T T T T T T T I T T T T T I T TP TT I TTTTIIITTITTITIIITITTTT11] [ 048
Overall GO T L T T T T T I L LTI T T (0 020
4 10 15 20 25 30 35 40 45 50 55 60
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— o 3 5
e — — —
g K 3 3
o - — —
N 18 © e
S p [T = &l —
(@) n Ox o L2 0
1 N ] ) Qo <
o 4 << I - B -
g O 2 ~ ¢ g
S o o ) o
n 19 k |5
i i i
) — =] ]
o) g g ;
[{e] [{e] [{e]
m = Aouanbai4 = Aouanbai4 = Aouanbai4
g 2 3 B
I — — — —
o g g - 2
— — — —
C — 18 18 |8 3
O TN} e - ] =
C zs 3 53 4z OF 8 Op 1S
b 3 O = | ———— O O [ — <2 I i
o ~ C = o0 [aN]
o) g 5 & &
n — — — —
© . -
‘T & B B B B
N & S &
L s - - g .
[{e] [{e] [{e] [{e]
QO = Kouenba.4 = Kouenba.4 = Kouenba.4 = Kouenba.4
|
3 3 8 5
c 3 g g &
. a 2 13 3 3
— — — —
(o) (o] N~ [e))]
- P HO e Nig} RSy
M 0B ~ m3 T« -
-+ 08 S <<= i N. [ —
g & g 9 3 g
i i i [
B 3 < L5
— — — —
S S S &
[{e] - [{e] - [{e] - [{e] -
S S S S
= 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)
1378 —— 1378 — 1378 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 1}6 121 126 131 101 106 101 116 12 16 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1378 — 1378 — 1378 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 138 107 12 17 12 17 152 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
1378 — 1378 : : 1378 I
o) o) ) :
S o o) !
> >3 >
8 g g |
LL L LC !
105 110 115 f;(;“ 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)
1378 — 1378 — 1378 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 120 15 130 135 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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Main-chain bond angles
pdo3hil
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
1378 — 1378 : ; 1378 ; ;
D ‘ ‘ : : 2

5 | > s >

o) | o) | o) o

> =2 > | |

g s g | g |

an r'e L : : L | |
‘ 97 102 107 3 112 E7 122 127

95 100 105 110 115 120 125

96 101 106 111 116 121 126

N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
9 b ) E 3 N
o) ] o) g o) ]
S b > an S
g | g | g |
L i i L A K L 1 | 0
96 101 106 111 116 121 126 95 100 105 110 115 120 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
1378 — 1378 ——
%) i )
& Vo &
> ol >3
g i 8
LL 0 LL
88 93 98 103 108 113 118 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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

pdo3hil

ASP

200
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- -
xS S
o o
Q =) =) =) & & n m
s} 3 3 S s} 3 3
— — N — —
Aouanbai4 Aouanbai4
[Te) [Te)
(@) (@)
S S
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—
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1S 1S
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|‘|Lo 10
S S
3 8 3 © 8 3 8 3 ©
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1521 CB CA 1540 CB
1.465 1.484
CAlal91 Fva 43
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
111.2 111.2 111.2 111.2 111.2 111.2
A Arg 282 A Thr 347 A |Ie428 B Leu 29 C Lys 111 E Leu 71
1125 1112 1125 1112 1112 1226
E Gly 143 J Phe 14 N Gly 218 N Thr 347 N IIe 428 OGln 141 O Pro 142
111.2 1125 111.2 111.2 111.2 112.5
P Lys 111 P Gly 252 R Leu 69 R Leu 71 R Ser 72 R Gly 143
N 111.2 C
CA
W Phe 14
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea”, actual, diff.
Planar groups
CB CB CB cB CcB -
0.037 0.034 0.036 0.065 0.039 0.044
A Tyr 434 CTrp 31 CPhe 34 CTyr 76 C Phe 90 C Tyr 105
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Distorted geometry
pdb3hil

Planar groups (contd)

voply

T

B CB
0.042 0.045 0.032 0.046 0.036 0.032
CTrp 142 C Phe 151 C His 159 CTrp 164 CHis 197 C His222
cB cB s cB cB cB
0.054 0.031 0.031 0.031 0.059 0.032
C Tyr 225 C Tyr 279 C Phe 326 D Phe 30 D Tyr 33 D Tyr 45
CB CB CB CB € CB
0.038 0.037 0.053 0.057 0.033 0.043
D Tyr 90 D Tyr 152 D Tyr 220 FTyr 20 F Phe 26 G Tyr 59
CB cB cB cB cB cB
0.036 0.032 0.036 0.032 0.037 0.054
GTrp 61 JPhe 31 JTyr 59 N Trp 40 N Tyr 152 N Tyr 434
CB cB cB CB B CB
0.033 0.044 0.041 0.034 0.036 0.033
P Phe 34 PTyr 76 P Tyr 105 P Tyr 132 P Trp 142 P Phe 151
B CB cB cB cB cB
0.041 0.036 0.041 0.043 0.049 0.037
PTrp 164 P His 197 QTyr 33 QTyr 90 Q Tyr 220 STyr 20
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Distorted geometry
pdb3hil

Planar groups (contd)

Q¢ 9 B

0.033 0.046 0.031 0.031
SPhe 26 STyr 89 T Tyr 59 T Trp 61

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

pdb3h1l_10.ps



