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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2728 76.4%
Residues in additional allowed regions [a,b,l,p] 788 22.1%
Residuesin generously allowed regions [~a,~b,~l,~p] 49 1.4%
Residues in disallowed regions 8 0.2%
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

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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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
pdb3hii
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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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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.

pdb3hli_03.ps



PROCHECK

Page 2
Chi1-Chi2 plots
ndb3hti
. -ys{200) ki Met ) 1T Ph%ig"-?f )q. 3
| o | ol _ U . e | Lo m wmT |
N I S - ol Y R ™ B w e B
. ‘ ‘ O ‘ B ‘ ‘ ‘ ‘
= l a1 ‘ l ﬁ? ‘ l l l
O 180-@5%5%%;%180-4@ —————— D%me- 7777777 o i””
[ op SRRl || F R || L
9077”%”””%@.””@3”” 90————% 777777 ELD 777777 iﬂﬂ 90 DE'%:@O -
& % %0 70 @0 6 % 150 20 30 6 % 150 20 300
Chi-1 Chi-1 Chi-1
360 ; Trp (58)"’5’2 5 360 ; Tyr (154) -
| SRR B N . -
N 2701 [%—JD % .. 3 i 270- E;n E?. @%l
S O S 1 1 W O S SR
90 Qi : % 90 : 0181 : E: 56
ENn S aEis = 1
l ] o ‘ ) i
0 % 180 270 360 0 % 180 270 360
Chi-1 Chi-1

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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Bad contacts per 100 residues %-tage of residues in most favoured regions

Standard deviation (kcal/mol)

pdb3h

OOa Ramachandran plot quality assessment
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78' Measure of bad non-bonded interactions

Zg' Peptide bond planarity - omegaangle sd

0 d. Alpha carbon tetrahedral distortion

Main-chain parameters
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 3573 76.4 52.7 10.0 24 BETTER
b. Omegaangle st dev 4039 11 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 370 9.1 335 10.0 -24 BETTER
d. Zetaangle st dev 3791 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 2670 0.9 12 0.2 -1.2 BETTER
f. Overall G-factor 4070 0.1 -1.0 0.3 3.8 BETTER
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Side-chain parameters
pdb3h1i

50 a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typical Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 460 16.3 321 6.5 -24 BETTER
b. Chi-1 trans st dev 1083 14.1 30.3 53 -31 BETTER
c. Chi-1 gauche plus st dev 1641 14.3 29.0 4.9 -3.0 BETTER
d. Chi-1 pooled st dev 3184 14.6 29.9 4.8 -3.2 BETTER
e. Chi-2 trans st dev 1027 15.7 28.7 5.0 -26 BETTER
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Residue properties
pdb3h1i

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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80~
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20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

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

ANt it o AN\ \ e S

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

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

EAAMBAAREAAAREA ABA A AAAABIAAEA B BAAAAAARE BAAAREAAAAAAAATIA
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ATYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA

f. Max. deviation (see listing)

g. G-factors
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2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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o
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Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
g 2
o 1
£
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Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
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
4 :
P o fanrnnnir o anin oo aiainnann
g. G-factors
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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o
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 7
€ 3
8 21
® 11
£
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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| SHKELVDAARQHFSGVSFTYKEDAVP| LPRCRFTGSE | RARDDAL PVAHVALAVEGPGWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH
f. Max. deviation (see listing)
g. G-factors
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
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o
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Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

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

A
KLCHSFQTFNTSYSDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR| SLEEWDSR| SA

f. Max. deviation (see listing) -
56 +

RO ST T I L e R L TRt BTN S e T T E e s O T IR SN S T ot

g. G-factors
Phi ] ] | Wl ]
e B L . NS SR
Chi3 & chi4 [ [ [ ] [ [ [ ]
Omega [ [ [1 [ [ [
Dihedrals [T T T I T I T T I T T I T I T I T T I T T T T T T I T I T T I T I T T I T T T T T T I T I T I T T I T T
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

% 100
% 80 -
g 60
8 401
< 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
g 4
E 3
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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

402 410 415 420 425 430 435 440

Residue number

19 25 30 35 40 45 50 55 60 65

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

d. Secondary structure & estimated accessibility

A e i £ A

B —

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

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

VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNR I RSGMYWI
f. Max. deviation (see listing)
1t g .
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MCangles [T
[TTTTTTTTT
[TTTTTTTITT

Mainchain  []

Overall {1

: ‘ A AABANARNAAAANA BAABA FAAAAAARE 4
PGAEDLEI TKLPNGL | IASLENFSPASRIGVF I KAGSRYETTANLGT

+ K4 ++ ++ + +
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80
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20

Chi-1 abs. mean dev.

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

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 6

Residue properties
pdb3h1i

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

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

b. Absolute deviation from mean of omegatorsion

66

66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

66

d. Secondary structure & estimated accessibility

M\ — AN w2 AN IS S AR

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

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

AHLLRLASPLTTKGASSFRITRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

5
g. G-factors
mC H SN o HCEE NN NEENCEEEEEEEENCEE N H LT
i i i

T T T T T A T T T T T e 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 A T T T T T T T T A O
A 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 T T T T T T T T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T T T T
CO T T L T T T T T T T T T T L T T T T T T R I T T T T
66 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
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Chi-1 abs. mean dev.

Residue properties e
pdb3h1i

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

Zeta abs. mean dev.
N A OO O

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

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

A — A i 4 A T ol

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

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

AAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI| GVKHSDLKQVAEQFLN | RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

* +
++ + +
b okxk kx4 * 4 T4 Kk gk K x px + * % " +4 * x4
Kk KKK KA KK KK Kk * % K KKK AKKK KA KA K KA KKK Kk Kk K kKKK KKK K * kk kxk * %
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

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

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

d. Secondary structure & estimated accessibility

I\ mm—— m— /AN

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

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

BAAAAAAAAABIAAA | TH/\/\/\/\N_I/\ /\/\N_V\/\/\/ﬂ_l/\/\/\/\/\/\/\/\/m AR AAAABAAAAA  AAAAAABIAAAAAAR
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDV TKAKNQLK

f. Max. deviation (see listing)

g. G-factors
Pips M I:I::IIIH EEEE | H | [T T H::
Chilonl
Chi3 & chis 1 I ]
Omega [T [ [
Dihedrals [T T T T T T T T T T T T e T e T T T R LR T T T T T
MC bonds [T T
MC angles [T A
Mainchain [T T T T T T T T LT LTI LT T T LT T T T LTI LT LTI 1]
Overall T T T T T T I T T L L I T L L T L L I I T I T LI T T[T I T]
266 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
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Resid t -
pdb3h1i
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
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

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

d. Secondary structure & estimated accessibility

MZENNAN — WA A NN —

C——2p

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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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* K4t *oo4+ o+ KX ERALF pp KR g *
KRk kk ok kK kK kkk koK kK Kk Kk Kk kkkkk kK kK KKKk *

*

*+

MAPN I RKSHPLLKMIN

5

10 15

pdb3hli_06.ps
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Page 10

Residue properties
pdb3h1i

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

& 100
% 80 -
g 60
8 401
< 201
o
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
g 2
o 1
£
© 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
G 4 -
22
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
SONNNNNNNN— -7\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘ i AAABAAAAA ‘ ‘ A AAR ABAREAAAAA
NSL I DLPAPSN| SAWWNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNT
f. Max. deviation (see listing) .
*66 + 5 5
5, o e L e megtee b et e s
g. G-factors
Phi-psi . I T T [ T T o Il
o Raite, niTH EaaEEECEEEL,
Chi3 & chi4 I I I [l [ [
Omega [ [ [T [T [T [T
Dihedrals [T T T T I T T T T T T T T T T LT T T T T T TP T T T TP T T T T T T T TP T T T I T T
MCbonds (T T T T T T 1
MCangles [T T T P P P P T
Mainchain (T T T T I I T T T T T T T TP T TC T T T T TP T T TP TP TP T T T T T ITTTITTTT
overall [T LI T T I T T T L L T T I I T T L L LT T[]
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb3hli_06.ps
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Page 11

Residue properties
pdb3h1i

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

117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

NONONINANSN—ANINNN -
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
GVILLLTLMATAFVGYVLPWGOMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

g. G-factors
Phi HEL RN N Hl H 1T H LT T [T
%Ei%gimczM H H: ﬂ \\77\\ [ [T H> [ ]
Omega [ [T [ [ [ [ [T [T [T
Dihedrals  [(TTT T T T T I T T I T T T T TN T OO T T LT T T T T T T T T I T T T T T L T T T P T T T ITT T  TT T T T T T
MCbonds T T T T T 1
MCangles [T e e P P T T P
Mainchain (T T T T T T T TP T I TTCOTTLTT CTP T TT  PTT TTTPT T TTTTTTTTITTTITTT
Overall T T T A T T T T T T I T T T T T I T T T T T T T T T T T T T T T T T I T I T T T TTTITTTT T T T T ITTT T
117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

pdb3hli_06.ps
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Page 12

Residue properties
pdb3h1i

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

% 100
% 80 -
g 60
8 401
< 20
o
217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

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

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

d. Secondary structure & estimated accessibility

DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I LFL I PFLHKSKQRTM

f. Max. deviation (seelisting)
5 * +

Ot S e Ot 2 S SR SR SN SR = IF S :
g. G-factors
i CI RN W 0 W
chTee e et as
Chi3 & chi4 I I NN [
Omega [ [T [T [
Dihedrals [T T T TT T I T T T T T TP T T TP T T TP T T T T P T P T P T T T TP T T T T T TP P T T T T I T T T
MChbonds [T T T T T P e T P P P P P T P T T P P P P T P P T T P T P T
MCangles [T T T T T T P P T T T P T T P T P T P T T T T PP T T T
Mainchain [T T T T T TP TP PP TP P T LT PP T P PP T T P T LT TP T T TP LTI T T T
Overall \‘\H\HC\\‘H\H‘\\H\‘H\H‘\\H\‘\HH‘\HH‘\HH‘\\\H‘\HH‘H\HHH\‘H\H‘HH\H\H‘\\HHHH‘HHHHH‘H
217 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

C = cis-peptide

pdb3hli_06.ps




PROCHECK

Resid t -
pdb3h1i
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
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
o 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
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

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

NN — NN NN "

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

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

ARRAAAAAAAAAANAAAAARIAAAA  AATRRIAAIAAA  AAAAAAAAAAARIAAAAA AAAAAAAI
TFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV

f. Max. deviation (see listing)

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

g. G-factors

\

I \ \} I B I
I I N i B I
\ \ ] il ] \
I I [ I [ I
[ [TITT1 : TTIT1 [TITTIT 1T
317 325 330 335 340 345 350 355 360 3
C = cis-peptide

pdb3hli_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 O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 14

Residue properties
pdb3h1i

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

Y e - G S N Y

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EFAAAAAAAAAAAAAAATL AIAA AAAAARRAAAABAAAAAAARI ARRIAARAAAAAARL  AAR

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)
P

PGS & SUR- AU - S PO e e e s LSS
g. G-factors
RN N BN NEN EEEEENE 5 I I T E

ik ;

[ [ H
T T T A T T T T T T T T T T T T e T T T T T T T T T T T T e I T T T T T T T T I T T T T I T T T T T
I T T T T A A T T T T T T T A A
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 e 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 T T
\‘\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

pdb3hli_06.ps
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Page 15

Residue properties
pdb3h1i

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

& 100
g 80
£ 60
éf 40
< 20
o
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
g 2
o 1
£
O 127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue humber
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
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
ADA,
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA I GMAPPIYNEI LEYDDGTPATMSQI AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK
f. Max. deviation (seelisting) .
6
T S O TSN = T £ AT 2L T SF LRI T LN SO e T SO SO
g. G-factors
Phi-psi . [ [ T T T T O T T [ 1
v et Bidd ils 33
Chi3 & chi4 1] I I [ [
Omega [T [ [ [T [
Dihedrals  [(TT T T T I TT T T T T T T T T T I T T T T T T T T R T T T T LT T T T T T T T T T T T T]
MCbonds T T T T 1
MCangles [T T T P e P P
Mainchain (T T T T T T T I T T T T TP T T O T LT T T T TP T T TP T T T TP T T T T T T
overall [T I LI T I T T T T T T L L I T T T L T T T L T T LTI T T T T
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

pdb3hli_06.ps




PROCHECK

R . d t Page 16
pdb3h1i
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
£ 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 humber Highlighted residues are those that

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

SN )y—— E AN G

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

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

AAA,
WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK I E

f. Max. deviation (see listing)

+ + + * + 4+ *x * 4 *
PO S S P 6 S S P RS S S 5 SR S SN 5 S S
g. G-factors
Phi-psi H # I_H AN TR T T u,#, T
Chil-chi2
Chilonl
Chi3 & chi4 I I I [
mega [T [ [ [
Dihedrals  [TTTTTITTITTTIT] T T T T T T T T R LT T T T T T T T T T T T T T T T T T T T T T AT ]
MC bond
MCages CHHHHHH B B R M M BB B B M B AN N H AN N E N RM N A NN ANBNERERE EEE
Mainchain  [TTTTTITTITTTIT] T T T T T T T T T T T T T T T T T T T T T T T
Overall [ITITTTTTTTITTITTIT EEEENEEEESEEEESEEEEE NSNS NN NSNS EE NN NN NN NN NN NN
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3hli_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 O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 17

Residue properties
pdb3h1i

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

76

d. Secondary structure & estimated accessibility

pEE R s
| d | nd
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

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

f. Max. deviation (see listing)
g. G-factors
T T LENEEN N SEEEEN N r H ] H NN N [ EECSEE EEEC BN
e B 3
T T T T T T T T T TR T T T T T I T T T A I T T T T T
\\H\\H\H\\H\H\H\\H\H\\H\H\\H\H\H\\H\H\\H\H\\H\H\H\\H\H\HHHHHHHHHHHH
e e e e e T A T T e e e e e T T A T T T T T T e e T A A T
T T T T T T T T T T T T T T T T T T T T T T T
G T T T T T T T T I T T T T L T T T LI T T T T LI T LT T LI
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3hli_06.ps




PROCHECK

=
o
o

Residue properties
pdb3h1i

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

Page 18

80
60
40 -
20

Chi-1 abs. mean dev.

176

185 190 195

Residue number
b. Absolute deviation from mean of omegatorsion

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

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

176

185 190 195

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

Zeta abs. mean dev.
N A OO O

176

185 190 195

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

oy EAWNVA /N -\ —— /N /NN RN AN AN A

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Key:- <™ Helix

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

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

: : ABAAAA
APYNLEVPTYQFVGDDLVVVG

f. Max. deviation (see listing)

A ARIA
GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFR I KRALDL SLKHRI LPKE

T T T [

pdb3hli_06.ps




PROCHECK

R . d t Page 19
pdb3h1i
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
£ 2
o 1
S
O 79 85 90 95 100 105 110 5 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 5 10 15 20 25 30 35 40 45 50 55
Residue humber Highlighted residues are those that

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

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

AFEAAAREAAAAABAAAAAABABAFRRREEAAAAAAAFEAAARFARIAAA  ABIAA
T T T T T T T T T T T
QWKYEEDKPYLEPYLKEV | RERLEREAWNKK GIHFGNLARVRHI | TYSLSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLL

f. Max. deviation (see listing)

+ S . K oa4 ket P Sux PSRN phkk R P
ok Kk xkxkk KAk kAkRKAARE K Ak K KKk kXA A KKK K KAk KKKKA KRR KKK KA KRKAKKEKAKAK KK KAK

g. G-factors

it P 5. siaSad oS RARRRETE 88 bmpnaEHRH e rakadHHandd

Dihedrals [T

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

Mainchain [T

Overall [1

pdb3hli_06.ps
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Page 20

Residue properties
pdb3h1i

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

& 100
% 80
£ 60
g w0
< 20
o
59 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
_§ 5
g 4
£ 3
8 2
o 1
£
© 59 6 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
g ]
g 4
N
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SN ——A g H —AANASANANANAA ANV A ——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAA
EEEELVDPLTT | REHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKLFN

Y SWGTQEFERLKRKNPADY ENDQ

f. Max. deviation (see listing)

+ +
+ + +*x + * +
kg b K bk kg Kkk gk Kk pxk 4k *

*
+F KLt + + 4+ *
* ok k ok KA KKK KK KKK KKK KK KKK F AR KKK Kk kA kA KKk *

koK kK ok Kk * * * * * * *

g. G-factors

MC bonds
MC angles

Mainchain

Overall

pdb3hli_06.ps




PROCHECK

Residue properties

pdb3h1i

Page 21

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

g 100
% 80
£ 60
g w0
< 20
ig T T
76 35 40 5 60 65 70 75 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
£ 2
o 1
S
O 76 35 40 5 60 65 70 75 10 15 20 25 30

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

5 60 65 70 75
Residue number

76 35 40

d. Secondary structure & estimated accessibility

10 15 20 25 30

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

J NG ANANN

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

AAAAAAAATAATFAAAAAAARIA
T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFE

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

_ | | M%/ :>:'
Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
KLK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk
f. Max. deviation (seelisting)
g. G-factors
Phi-psi ( [ EENESE BN N
Aty % Enas,el
Chi3 & chi4 [
mega [
Dihedrals  [TT1] [TTITTITTTIITTTIIT] AT T T T T T T T T T T
MG Spies HHHHHHY A A
Mainchain  [TT] ITTTTITTTIITTTIT] O T T T T T T T T I T T
Overall [ LOTTTTTTTITITTII) T T T I T T IT T TITIT T IT]
76 35 40 55 60 65 70 75

pdb3hli_06.ps
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Page 22

Residue properties
pdb3h1i

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

& 100
-§80—
g 60
8 401
< 201
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 humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Ao A = e A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AAAAAAANTIA AAAAANTIARNIEEA
RAFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVE
f. Max. deviation (see listing)
g. G-factors
Phi-psi N [ | W [ |
Aty Bubadltd . o
Chi3 & chi4 [T [ [ 1]
Omega [T [ [T
Dihedrals  [TTT T T T ITTTTTIT I ITTT T I W TTT] 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
MChbonds (T T T T T T T T A A I
MCangles [T T T e e e T e T T T T T T e T e T T T T T T
Mainchain [T T T I T T T IIITTITITTTTITTTT] T T T T T T T T T T T T T T T T T T T T ITTTTT
ovedl  [TTTIIILITII LI T T T I ITIT] O
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60

pdb3hli_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 O

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 23

Residue properties
pdb3h1i

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

SR s —mm— AN AN

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

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

f. Max. deviation (seelisting) .

4 4 + 4
sorr, ndni T e p rraatrenr s ey e a ey et
g. G-factors

[ T T T T RN ] EEECN
i[ e 1
T T T T T T T I T T T T R T T T T T T I TR T T T T T T T T T T T T T T I T T I T T T T T T T T
[T T T T T T T T T P e e e T e e P e T P P P T P P T P P T T P P T T P T T P P T P I
T E 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 e e
[T I I I I T I T T T T T T T T T T T T T I T T I T T T I I T T T T T T T I T T T I T I I T I I I IIIIIT]
\‘\H\\H\HHH‘\HH‘\\\H‘\HH‘H\H‘\\H\‘H\H‘HH\H\\\‘HH\\HH‘\\H\\H\H\\H‘\HHHHHHH‘HHH
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdb3hli_06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

Page 24

Residue properties
pdb3h1i

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 A NN e i m—

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

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

*+

* + * * x

+ 4+ oKk Kk x* + R Kk gk 4 * 4 * 4 * + * 4
* * % KRk Kk KKk Kk ok Kk Kk kK * % * * KoKk kKK Kk ok Kk K koK kK ok kK Kk Kok * * kK k
L

pdb3hli_06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

Page 25

Residue properties
pdb3h1i

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

80
60
40 -
20

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

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

Residue number
b. Absolute deviation from mean of omegatorsion

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

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

NN\ —m R N ) s = AN AN

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

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

GWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNH

f. Max. deviation (see listing)

* + + + +* 4+ + *ox +*
kk kkk gy kA + Kk k k4 * + b 4 xkkxk g ok
kKA KKK KKK kA Kk * % Kk kKK KA KKKK Kk AxkkA KK Kk * ok * *

g. G-factors

pdb3hli_06.ps




PROCHECK

Resid t .
pdb3h1i
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 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
g 2
o 1
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
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

TN A —— N R

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

AAAAAAAATIRT AAAAAAA AAAARIA AAAAAAAAAAAAAARIIRIAAAAAAAAANAAAANAAAAN IAAAAAIAAAAAA AAR
LRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNRI RSGMYWI CPGAED

f. Max. deviation (see listing)

+ ++ + *
ESUIN S SO S S 5 SIS ShE S 5 65 06 NS 06 5.5 5 o0MINNEME NN SIS PSS Dot
g. G-factors
(F;ip“ %2 [ EEE H>, 1 H [ H>,J -Ziﬁl IZ:HE [
Chilonl
Chi3 & chi4 [ [ [ [ [ 11 [
Omega [ [ [ [ [T [
Dihedrals [T T T T T I T IO T T T LTI T I T T T T LT T T T T T T TP T T T T I T T TP T T T T T ] [T
MC bond
mC anges A A A B
Mainchain [T T T T T I I T T T T T O TP T T TP T T TP T T T T T T T T ITT] [EEREEE]
Overall LTI T T T L T T T T T T T T P T LTI T T T T T T T T T I T I T T T T T TTTTITTIT T [TTT
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3hli_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N

Zeta abs. mean dev.
N A OO O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 27

Residue properties
pdb3h1i

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

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

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

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

88 = == A\

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

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

LEITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEY L

f. Max. deviation (see listing)

*o+ +* + +
*x Kk Kk * kx kk k% * k% xxkx *xx * k%

[ERE H:I:::lil:7:- rI::I::I N H T T T T T e e

pdb3hli_06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.
N

Zeta abs. mean dev.
N A OO O

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

Residue properties
pdb3h1i

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

Page 28

80
60
40
20

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

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

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

5 * *
+ . * + + + * * 4 + * *
i P SRk gk gk ok kykky kg o4 4 Kk
KA KA KA KKK KK KKK KKK KKK KRR KK AR KRR K KA KA Kk Kk Xk k K

*
*

* * 4 okkK KK g * 4 bt F KKk kK kox
Kkk kk Kkkk Kk Kkk kK Kk Ak * * % KRk kkk Kk ok kok Kk Kk Kk

g. G-factors
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PROCHECK
Page 29

Residue properties
pdb3h1i

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

% 100
% 80 -
g 60
8 401
< 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

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 R ==pem—m e\ i N/ pem—

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

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

: ‘ i AAANAN ANAAABIAAAAR AABBAAAAAABAAA W HMW !_H/\/\/\/\/N_I/\ AA/TV\MMWMVVM AR
LN RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVT SKLYQGVAKATTQPFDASAFNVNY SDSGL FG

f. Max. deviation (see listing)

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

Phi-psi _ -:I:I:i- H:H M [ [EEEERNS NENEES NENE

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

i=
:
H
3
|

Mainchain |

Overall [

22

S
o H HEE
©O- O 0
a1 =i
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Residue properties
pdb3h1i

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
P N W 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 O

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

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

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

AAAAANTAAATIEAAR  AABAAAAAAAAAAABAAAAAAAANA ANTEAR FEEAAAAAAAREAABAAAABIANAAAAARIAAR
T T T T T T T T T T T T T T T T T T T T
FYT 1 SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK | DSVTSADVVNAAKKFVSGKKS

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hli_06.ps



PROCHECK

R . d t Page 31
pdb3h1i
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
E o
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

= . NN AN

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

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

BAABAARAAAAAATEERFAAAAAAAAAATIAAA AAAAAFATEEFABRAABAAAAAAAAAR
MAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL I DLPAPSN| SAWWNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQ
f. Max. deviation (see listing) .
66 + 5
+ * +* + + * +
- S PR SR 5 g 3 NS S 05 S P S PO S S S U
g. G-factors
C
(F;*p]li- S 2 EEE NN EEECEES N :F::l:lﬁ _:1,,## H T
Chilonly |
Chi3 & chi4 i 1 IEEEN [ ]
Omega [T [EEEEE [T
Dihedrals [T T TR T LT 1T O T T T T R T T T T T T T T T e T I T T TTTT]
MC bonds O T T I A I T
M angles  FEHHHHHHHHHHHH HHHHH AR
Mainchain [T TT T T T] OO e T T L I T
C
Overall OO T T T T EET T T T L T T T L L T T L T T LT T LT T L T LT T LTI
424 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75
C = cis-peptide

pdb3hli_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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 32

Residue properties
pdb3h1i

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

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

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

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

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

ABARFAAFAA
T T T T T T T T T T T T T T T T
YGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV | LLLTLMATAFVGYVL PWNGOMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPT

f. Max. deviation (seelisting) .
5

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

pdb3hli_06.ps




PROCHECK

=
o
o

Chi-1 abs. mean dev.

Page 33

Residue properties
pdb3h1i

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

80
60
40 -
20

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

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

Residue number
b. Absolute deviation from mean of omegatorsion

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

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

AAAAAARAABAA NTWTA AFMANTAAAAANTAAAAAAA BAAAABAAAAAAAABIAAAA  AMAAAATIRIEAAAAAATAATEATIA
T T T T T T T T T T T T T T T T T T T T
LTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKD | LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYF

f. Max. deviation (see listing)

g. G-factors
Phi-psi . W R RN Cl TH o
Aty - Bl kit ut
Chi3 & chi4 I [ [ [ |
Omega [ [ [ [ [T
Dihedrals [T T T T T I I 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 TP T T T T I I T T T T
MCbonds T T T T T T
MCangles [T e e e e P T A T T
Mainchain (T T T T T T T T T T T TP T T T TP T T PP T T TP T T T T TP T T T T T T
Overall [T T I TITT T ITTTT \\\\M\\\\M\\\\\J\\ﬂ\ﬂ\ ITTTIT T I T T T T T IT T I T T ITITITTTITITITIOT
176 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
C = cis-peptide

pdb3hli_06.ps




PROCHECK

Page 34

Residue properties
pdb3h1i

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

=
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
MC bonds
MC angles
Mainchain

Overall

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

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 PFLHKSKQRTMTFRPLSQTLFNLLVANLL I LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLEN

f. Max. deviation (see listing)

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

C = cis-peptide

pdb3hli_06.ps




PROCHECK

R . d t Page 35
pdb3h1i
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 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
E o
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

[ |
9= o B A A s e 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)

i s
+ L+ * k4 * ++
NN PO S 0 S SO NN S ST S S S S R S bt
g. G-factors
C
Phi-psi . I m ,#,,J:il N I::I:1::I::II:::I H
Chil-chi2 ]
Chilonl
Chi3 & chi4 ] ] N Il
Omega B B B Il u
Dihedrds [T O e T T T T T T T T T T T e T T T T T T I
MC bonds O AT A A T
MC angles O e
Mainchain  [TT1T] O T T T T T T
C
Overall (1 OO T T L T L T I T T L T L L T L TR LI T T T T
376 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
C = cis-peptide

pdb3hli_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 O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 36

Residue properties
pdb3h1i

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 Y i T AAY

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

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

K1 SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPP I YNE I LEYDDGTPATMSQI AKD

f. Max. deviation (see listing)

g. G-factors

T [ [T [ T ] F1 | DERERCREN

A

T T T T T T s T T T T T T T T T T T T T T T T T T T T R T T TR T
I T T T T T T T T T T T T A O A
e e e e e e e e e e e e e e e e e T T T T e e e e P A T T T e T e 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 T T T
GO T T T T T T T T I T T T L T T T T T T T T L T T LI T LI T IT]
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb3hli_06.ps




PROCHECK

R . d t Page 37
pdb3h1i
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 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
©
4
£ 2
o 1
S
O 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue humber Highlighted residues are those that

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

VR ERONAANARNANANANARNA~— R AN\

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

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

AAAAI.AAAIAAIAAAAAA EAAAAAAAAAAAAAAAAAAAAAAANAABIANAAARIEIA
VCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSV LK SRKMAY RPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKG

f. Max. deviation (seelisting)
6

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

Dihedrals ]

[TTTTTTTTTT
MChbonds  [TTTTTTTIITT]
MCangles [T
[TTTTTTTTTT
[TTTTTTTITT

Mainchain  []

Overall {1

pdb3hli_06.ps



PROCHECK
Page 38

Residue properties
pdb3h1i

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO O

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

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

d. Secondary structure & estimated accessibility

e T e e =
el od

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

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

AAAAIAIAAAAAIIIAAAIIII..AAAAAAIIA AAAAAAII AI
FSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE I NQEAEVDV SKLRDPQHDLDRVKKPEWV |

f. Max. deviation (see listing)

* +
g. G-factors
i N T . [ RN [T T o N
Aty BaEEinsiat it
Chi3 & chi4 H N L
Omega [ [ [
Dihedrals [T TT T T I I T I T T IO T T T T T T T T T T T T T T I T R T T T TP I T T T T T T T T
B E  Rd A A RERERa R A " RRRRRAEA A A A R R ARAEaEo e R SRS EuEn s A SR SEREAED
Mainchain [T T T T T I T T T T T T T T T T T T TP T T T T T T T TP TP T TP T T T T T T T
Overall COT T T T T L T T T e T T T T T T L T L T T T T T L T T T T T T
35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
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R . d t Page 39
pdb3h1i
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number Highlighted residues are those that

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

s e e

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

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

A AAABA AAAAANTN B EEAAAN AAAANA AABA AAARARAAAANEINE BINAAAA BEAAAAAARIAAAA AAAAAAR
LVGVCTHLGCVPI ANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTL
f. Max. deviation (see listing)
.t Lt . PR .
S U #== S S S S U S S o . S £ 20 SO SN U4
g. G-factors
i-psi ' HI:ZIZII:ZI f::Z-I::ZHE-iIIZ::: :ﬁ,,j H:J
Chil-chi2 [ 1] L] [ [
Chilonl
Chi3& chi4 [ I [ [ [ [T [
Omega [ [ [ [T [ [T [T
Dihedrals I T T T I T I T T I T LTI T T T T T LI T T T T T T T T T T T T I T T] T T T T T T T
MChbonds  [TTTTTT] T T T T T T T T T ETTTT T T
MCangles  [TTTTT1] T e A T T T T A T T P T T T T e A
Mainchain (T T T T T I T T T I T IO T TP T T TP T T T T ITT I TTTITTT] T I T I I T I T
Overall T T T T T T I T T T T T T T I T T T T T I T T T T T ITTITTITTTTITTT] OTTIT I I ITTITTITITTIT ]
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35

pdb3hli_06.ps
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=
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 O

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

Residue properties

pdb3h1i

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

Page 40

38 45 50 55 60 65 70 75 80 8 90 95 100 105 110

Residue number

5

b. Absolute deviation from mean of omegatorsion

10 15

38 45 50 5 60 65 70 75 80 8 90 95 100 105 110

Residue number

5

c. C-aphachirality: abs. deviation of zetatorsion

10 15

38 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Highlighted residues are those that

Residue number

5

10 15

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

SN SUNA NN ANV

e—

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

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

AAN ABNAAARBAAAA
GIHFGNLARVRHI ITYS

ABAARAAAAAAAAAAABAAAAAAAAAAAAABIIAABABNABIANAAAABIAAAATABAAAAAAAAAAAAAAAAAAA

YEDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHR I LPKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing).
+ 5

+ *po
Fopprpkk g ppg 4k *k g xRk ()
Kk KK AKKKKA KKK KKK KKK KKK KA KKK KA Ak Kk *  *

*4

g. G-factors

5

10 15
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Residue properties
pdb3h1i

Page 41

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

& 100
%80
£ 60
g w0
< 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
g
5 4
€ 3
£ 2
o 1
£
O 18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
§8
e 6
g 4
R
S
18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35
Residue humber Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
D= PN == U == AN A== AVAA,
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
L SPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY EN ELVDPLTT | REHCEQTEKCVKARERLEL
f. Max. deviation (seelisting)
5 + ++ +
g. G-factors
Phi-psi . RN BT H [ NN EEERCEEECEN
e B RadiieEciiins
Grhega " Eama H H H
Dihedrals [T T T T T T T I T I T T T TT T T I T LTI T T T TP T T T I T IT I T] [T T T T T I T T T T
MCbonds T T T T T I I A T T A A
MCangles [T P P T T A T
Mainchain (T T T T T T I IT T T I T T T T IO TP TP TP T I T TTTTTTIT I IIITITTT] T T I I T I T
overdll [T I T T LT L T LT I T LI T T T T T T T T T[] O LT LTI LI T T I T
18 25 30 35 40 45 50 55 60 65 70 75 12 20 25 30 35

pdb3hli_06.ps
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Resid t .
pdb3h1i
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 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
£ 2
o 1
S
O 40 45 50 55 60 65 70 75 35 40 55 60 65 70 75
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
4 45 50 55 60 65 70 75 35 40 5 60 65 70 75
Residue humber Highlighted residues are those that

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

RNA—OON— . v—v— |

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
HAAA HANAAAAAA /\/\I‘T_H/\/\/‘\A AN
CDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK UUUUUUU UUUUUU RPLLCRESMSGRSARRDLVAGI SLNAPASVR

nnnnnnn  nnnnnn
kkkkkkk kkkkkk

f. Max. deviation (see listing)

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

[IITTT1 OO |

[T T T T T T T T
MC bonds [T T T T I T TTT
MCangles [T T
[T T ITTTT
[TTTTT T ITIT T IT I

!
\

[ \
I I
= l
1 (I [T | I
75 35 40 5!

Mainchain  []

Overall [1
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Page 43

Residue properties
pdb3h1i

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

% 100
% 80 -
g 60
8 401
< 20
5 -
4 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
£ 2
o 1
S
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 O

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

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

d. Secondary structure & estimated accessibility
Wit N0 AN =A==
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAATIEA
T T T T T T T T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKHI KHKYEAS

f. Max. deviation (see listing)

+ + + o+ +
+H+E 4 +* 4+ P R e T T ++ +
*******************************************************
g. G-factors
Ave
Phi-psi 11 0.91
Chil-chi2 H [ ] H [ H H L] -0.35
Chilonl 0.07
Chi3 & chi4 T NN I 0.46
mega [ [ [ [T 0.60
Dihedrals  [(TT T T T T T I IIT T I T T T I T T T TP I 1] (1012
MCbonds T T T T T T T 0.59
MCan9|eS\HHHHHHH\HHHHHH\HHHHHHHHHH\HHHHHE0-37
Mainchain [T T T T IT T I T T T T T I T TP TIT I ITTTTIIITT I TTTTIIIT I 117 [ 047
overall [T T A L T T O 042
4 10 15 20 25 30 35 40 45 50 55 60
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Page 1

156 1.60 1.64
149 153 157

1.45

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

1.48

T
133 137 141

111 115 119 123 127 131 135

140 1.

1612
1612
1612

Aouanba.4 Aouanba.4 Aouanba.4

1.64

134 1.38 142 146

155 159 163
152 156 1.
46 150 154 158

CA
Pro)
e

CA-C
(Gly)
123

C-N
(Pro)
T

(the rest)

147 1
CA-CB
148

122 126 1.30
T
T

134 138 142

pdb3h1i

139 1
140 1

1612
1612
1612
1612

Aouanbali4 Aouanbali4 Aouanbali4 Aouanbai4

49 153 157

Main-chain bond lengths

N-CA
(Gly)
1

CA-CB

148 152 156 1.60 164
(lle,Thr,val)

CA-C
(except Gly)

133 137 141

120 124 128 132 136 140 144

141 145 149 153 157 161 165

140 1.

1612
1612
1612
1612

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

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

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl .
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1347 — 1347 — 1347 —
o) o) oy
5] 5] o)
> > >
g 8 8
L L L
101 106 111 116 121 126 131 100 106 111 hﬂ? 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
1347 — 1347 — 1347 —
o) o) o
5] 5] o)
> > >
g 8 8
L L 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)
1347 — 1347 : : 1347 I
o) o) oy
5] 5] o)
> > >
g 8 8
L L L
105 110 115 i%k 125 130 135 107 12 17 12 17 152 157 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,val)
1347 — 1347 — 1347 i
o) o) oy
5] 5] o)
> > >
g 8 8
L L L
105 110 115 ‘1%”1% 130 135 95 100 105 1!5‘ 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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Frequency

1347

Frequency

1347

Frequency

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
(the rest) (except Gly,Pro) (Gly)
— 1347 : ; 1347 ; ;
! ! 2) ! ! 1»
5 . 5 |
o) ] o) |
> > | |
g | g |
s i i L i i
96 101 106 111 116 121 126 97 102 107 12 17 12 17
N-CA-CB N-CA-CB
(Ala) (lleThr,va)
T 1347 T 1347 .
] o) g o) ]
| | =) 0 >
| g | 8 |
i i s 1| T L 1| @
9% 101 106 111 116 131 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (the rest)
; ; 1347 T T
| 5
] o)
\\ >
| g
K s
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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RMS distances from planarity

pdb3h1i

ARG ASN ASP
200 ; 200 ‘ 200 ;
150 | 150 | 150 |
g s 9 s 9 s
8100 i 8100 i 3100 :
g | 8 | 8 |
s i s i L i
50 i 50 i 50 !
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
GLN GLU HIS
200 ; 200 ‘ 200 ;
150 | 150 | 1504 |
g 3 g 3 g 3
35100 3 35100 3 51004 :
g | 8 | 8 |
s i s i L i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
PHE TRP TYR
200 ‘ 200 ‘ 200 ‘
3 1» 3 3 6»
150 | 1504 | 1504 |
g s 9 s 9 s
31001 | =100- | 5100+ !
g | 8 | 8 |
s i s i L i
50 : 50 : 504 i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005

Histograms showing RM S distances of planar atoms from best-fit plane.

Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb3h1i
Main-chain bond lengths
CA 1540 CB CA 1521 CB N 1451 CA N 1451 CA CA 1540 CB N 1451 CA
cva 74 C Ala296 FGly 10 GGly 1 PThr 194 TGly 1

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

Main-chain bond angles

A Gly 66 BLeu 29 CAsn 27 C Gly 205 D Gly 133 E Ala 70
111.2 1125 1125 111.2 111.2 111.8

E Leu 71 EGIy 143 N Gly 66 N Leu 329 N Thr 347 O Pro 19
111.2 1125 1125 111.2 111.2 111.2

PAsn 27 PGIy 205 PGIy 252 RASp 17 RAIa 70 RLeu 71

N 1112 ¢ N 112 ¢ N 1125 ¢

R Thr 102 RGIn 121 R Gly 143

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

Planar groups

CB CB CB CB e CB
0.036 0.043 0.036 0.031 0.044 0.033
A Tyr414 A Tyr 442 B Tyr 177 B Tyr 368 CPhe 34 CTyr 76
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PROCHECK
Page 2

Distorted geometry
pdb3h1i

Planar groups (contd)

)

CB

CB CB CB CB
0.067 0.045 0.031 0.061 0.043 0.040
CTyr104 C Tyr 105 C Tyr 110 C Tyr 132 C Phe 151 C His197
c8 cB 3 cB cB cB
0.044 0.056 0.035 0.033 0.037 0.041
C Phe221 C Tyr 225 CTrp 338 C Phe 360 D Tyr 33 D Tyr 90
cB EB l cB cB e e
0.045 0.031 0.044 0.047 0.050 0.032
D Tyr 220 D Trp 227 E Tyr 157 FTyr 20 F Phe 26 G Phe 46
cB cB cB cB 3 cB
0.036 0.033 0.040 0.044 0.045 0.052
N Trp 40 N Tyr 89 N Tyr 152 N Tyr 442 P Phe 34 P Tyr 104
CB CB CB = « &
0.044 0.036 0.037 0.033 0.042 0.043
P Tyr 105 P Tyr 108 P Tyr 132 P Phe 151 P His 197 P Phe 221
cB cB cB cB e cB
0.044 0.037 0.037 0.057 0.034 0.055
P Tyr 225 P Phe 360 QTyr 90 Q Tyr 220 Q Trp 227 R Tyr 157
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Distorted geometry
pdb3h1i

Planar groups (contd)

| f

« p

CB

CB

0.038 0.042 0.039 0.030
STyr 20 S Phe 26 T Tyr 16 T Phe 46

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

pdb3hli_10.ps



