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Plot statistics

Residues in most favoured regions [A,B,L] 3019 84.5%
Residues in additional allowed regions [a,b,l,p] 514 14.4%
Residuesin generously allowed regions [~a,~b,~l,~p] 32 0.9%
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
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
pdb3hij
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
pdb3h1]

% 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 84.5 66.5 10.0 1.8 BETTER
b. Omega angle st dev 4039 11 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 120 29 20.0 10.0 -1.7 BETTER
d. Zetaangle st dev 3791 1.0 31 16 -1.4 BETTER
e. H-bond energy st dev 2713 0.9 1.0 0.2 -0.9 Inside

f. Overall G-factor 4070 0.2 -0.8 0.3 35 BETTER
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Side-chain parameters
pdb3h1]

50 a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 465 13.7 27.2 6.5 -21 BETTER
b. Chi-1 trans st dev 1079 13.2 26.4 53 -25 BETTER
¢. Chi-1 gauche plus st dev 1640 12.7 25.0 4.9 -25 BETTER
d. Chi-1 pooled st dev 3184 13.1 25.8 4.8 -26 BETTER
e. Chi-2 trans st dev 1026 14.0 25.8 5.0 -24 BETTER
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Residue properties .
pdb3hi]

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
1

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

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

d. Secondary structure & estimated accessibility

ANt it o M)\ S

Key:- <™ Helix

) Betastrand == Randomcoil Accessibility shading: ® 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)
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Phi-psi _ [ M
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MCangles []

Mainchain  []

Overall
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Residue properties
pdb3hi]

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

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

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

L SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY | DTHFKAPRMVLAAAG

f. Max. deviation (see listing)

*
5

+ ++ + + +H+R L K gy * % +++ * +0+*+ ++* * ok +

Kk Kk kK kKKK AK KKK KKK K KkKAK K KKK X K kA% * A KKK KKK KE KKK K * %

* + *
*
*

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Residue properties
pdb3hi]

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

% 100
% 80 -
g 60
8 401
< 20
o
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

AR T i) i A AR ) AT

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

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

AAAAAAAAAAAANTIR BAAAAAREAAAAAAAAAAAA ANTEEA — EABAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
G| SHKELVDAARQHFSGVSFTYKEDAVP| L PRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH

f. Max. deviation (seelisting) .
4
: Tttt RETEE TR SRNE o SUNE S I I
g. G-factors
i ] ] [
e AT M i e
Chi3 & chi4 7 T T [
Omega [T [T [ [
Dihedrals [T T T T T I ITIIT C T LT T LT T T P T T T T T T TP LT T T T T T T T T LTI
MChbonds [T T T T T T P T P P P P P T P T T P P P T P T P T P TP P TP
MCangles [T T e e P e T T e P P T T e T T P T T T
Mainchain [T T T[T T TP T C T T T T LT T T T T T T L T LT T T T T T T T T LT LTI
Overall H\\H\H\\H\JH\MH\\M\H\\H\MH\\H\\H\\H\H\\H\\HJ\H\\H\M\\H\\HM\H\MH\\M\H\\H\MH
202 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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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

=
o
o

80
60
40
20

Residue properties e
pdb3hi]

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

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

302

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

KLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR1 SA

f. Max. deviation (see listing)

+ + + * +
* * x K kkk KAk KKk Kk Kk KRk KKK KAKAKK KKK KAKK Kk Ak Kk Kk KAk Kk kKKK KXK

g. G-factors
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 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
©
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
E o
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

AN, R 8w\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

EAARA AAAAAAAT
T T T T T T T T T
VDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNRI RSGMYWI PGAEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGT

f. Max. deviation (see listing)

g. G-factors
Phi M ] (] T RSN
Suise ot o - e
Chi3 & chi4 [ 11 [ [ [ [
Omega [T [ [ [ [
Dihedrals  [(TTT T T T I IT T T I T I T T TII I T AT T TTT0] [T T T T TT T T T T T T TR T T TTTITTTITT]
MCbonds T T T T T T T T T T T T
MCangles [T T T T T P T R e e e e e e T T T T T
Mainchain [T T T T I T T T T T T T IIT I TTTITIT1] T T T T T T T T T T T T T T T T T T T T T
Overall LTI T I T I T T T I T T I T T T ITTTIT I ] [T T T T T T T T T I T T I T ITTIITTITTTITTTT]
402 410 415 420 425 430 435 440 19 25 30 35 40 45 50 55 60 65
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=
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

Residue properties
pdb3hi]

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility

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

AAAAAAATAAAAA
T T T T T T T T T T T T T T T T T T T T
AHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

+* 4+ ++ * 44 + ++ 4+ * +H* 4 4 KK K Z pp kgpgk 4 ok Kk *opk g * 4
N I T ET: Kk kK Kk ok  kk A kkKK KK KAKEKR Kk AKKKKEKK Kk KAKKKAKAKK KK K K * %

g. G-factors
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=
o
o

Chi-1 abs. mean dev.

Residue properties e
pdb3hi]

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

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

M T A i\ A T )

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

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

AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (seelisting)
* 5

* +
++ ++* 4+ + + +*8 o4 *
ok kKA K x * xx * kxkk kK kkRK Kk K*

g. G-factors
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Residue properties
pdb3hi]

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

P N W b~ O

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

AU AT t— AR 5 AN

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

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

FAAAAAAAAAAAA B HM\FIT ENANAAAAA AABNARARNAAAAAAAAAARL ‘ ‘ AAAAAAAAAAAAANRL : ‘ :
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDVTKAKNQLK

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTTTTTTI
MC bonds [T T[T T TTTITT]
IENENENERENENE
[TTTTITTTTTTITTT
[TTTTITTITTTITTIT

MCangles []
Mainchain  []

Overall I
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
. 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 number Highlighted residues are those that

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

LIV SRR D T

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

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

ATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL MAPNI RKSHPLLKMIN

f. Max. deviation (see listing)

+ +* + *ok g
ok ok x * * % * * * *x ok

g. G-factors
Phips o u - N | o m i ] T H
Chilonl
Chi3 & chi4 1]
Omega [T
Dihedrals [T LTI T LT T LR LT LT LTI L T T I T LTI T TIT] (T
ME aes  EFRHHFHHFRHAFH AR AR AR AR AR AR HHHHHHAS
Mainchain [T T T O T
Overall G T T T T I T T T L T L T LI T LI T[T O I T
366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
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=
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

K
Page 10

Residue properties
pdb3hi]

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

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

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

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

AAAAAFAFREAABAAAAAAAAAARARIR AAABIAAAAAA
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)

56

L. +

*51+ + * * ok k ++ + ++  + O+ * 4 +  +* + + + o+ * ok + o+ 4+

g. G-factors
T T NN M

i i

O 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 T T e T T T T T T T T T T T T T I T I T T ITTT]
I T T A T T T T T T A A 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 T e e e e e e e e P 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 I T T T I T T
OO T T T L T T T L T T T L T T T T L T LI T T T T T T )
17 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

P N W b~ O

Omega abs. mean dev.

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.

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

NN\ N\
Key:- <™ Hélix

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

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

AAAAAAAAAAATIA  AAAAR ERABAAAAAAAAAAAAAAAAAAA EAAAA
T T T T T T T T T T T T T T T T T T T T
GVILLLTLMATAFVGYVLPWGQMSPFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

+
* ++
************************ * %k

g. G-factors

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

Overall

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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.
N A OO

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

BAAAAAAAAAAAANA  AAMAMAAAAAAAAANATIAAAA  AAARAAARIAAAAAAAAAAAAAAAAAAAAAAAANTIAAA — AAAAAAABIAAAAAAAAAANAAAAAA
DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

+  4F+r 4+ +
X Kk kAR KA KKk *

C = cis-peptide

pdb3hlj_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 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 317 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20 25

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

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

TFRPLSQTLFWLLVANLL | LTWIGSQPVEHPFI | IGOMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSV

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

MChbonds []
MCangles []

[TTTTTTTTT
[T
[T
Mainchain  [TTTTTITTTT]
[TTTTTTITT

I I [ I [ I
I I H i H I
\ \ ] il ] \
I I [ I [ I
Overall [ [TITT1 : T,
317 325 330 335 340 345 350 355 360 3
C = cis-peptide

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

% 100
% 80 -
g 60
8 401
< 20
o
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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 N e N

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
G e et OTRE T JUUL JUNE SRR IR SN '
g. G-factors
Phi-psi | EEECN [Nl = |
e W aiizi
Chi3 & chi4 [ \h il
Omega [T [ [T
Dihedrals [T T T T T T T T T [T T T T T T LT T LT T T T T T T T T LT T T T T T T LI
MChbonds [T T T T T T P T P P P P P T P T P P P P T P T T P T PP
MCangles [T T T e e P P e P P T T T P P T T
Mainchain [T T[T T TP TP T T T LT T LT T T T T T T O LT P T T T T T LTI
Overall \‘\H\\H\‘HH\‘\\H\‘H\\\‘\\H\‘\H\\‘\\\HJH\\‘\H\C\‘\H\\‘H\H‘\HH‘H\H‘\\H\‘H\H‘HH\‘\HH‘HH\‘\HH‘H
27 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115 120 125

C = cis-peptide

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

% 100
g 80
£ 60
g w0
< 20
o
127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

A i o AV R NANANANS

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

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

: ANAAAA AAABIA /\/\/\ITV\/\/\JT‘HT/\ AABAAAAAAAAATIA ABBAAAAAAAAAAAAAAAAARAABAAAAAA ‘ ‘ ‘ ‘
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

+
+ * +++ + + + * * + + + * o4 o4 o4+ o4 4
xk ok % K %k * kK k M- kK x xkx K T Kk Kk KkKK Kk kkk Kk * AkKX kKKK

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTT]
[TTT
[TTT

Mainchain [T

Overall [1

pdb3hlj_06.ps
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Resid t -
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
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=L__>— E =™ _

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

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

WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE

f. Max. deviation (see listing)

+ 4+ +* * oo+ 4+ Fokpo4ox ++ 4+ Kk + Hrx
*okk ok * %% *xx % kKK Kk kK KKKKAK K K KAKKARAKF KKK AKKK KKK KKKK % * ok ko

g. G-factors

Dihedrals  [TTTTTTTTTTTTTT]

[

[
EEEENENSEEEEEEE NN NN [TTTTTT
MC bonds L T T P T T T P P TP PP T T T T T TTITTTT
MCEHQ"S% A T T e P P T T T T T P P T T T T T INEEEREI
EEEENEEEEEEEEEE NN NN RN [TTTTTT
EEEENEEEENEEEEN NN NN [TTTTTT

Mainchain  [TTTTTTTTTTTITTT]

Overall

[

[

[

[

[T I B
227 235 240 5

pdb3hlj_06.ps
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=
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
pdb3hi]

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

b P im0\ s m
f mmd
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 e e [EEEE NN T T I [
i H

T T T ST T T T T T A A A T T T A T T T T A T T T T T
R B B R B M B MM BB E B BN N B NE N NN BN AN ENE N RN A RRR RS
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
OO T L T S T T T T LT T T T L T L T T T T T T T T
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3hlj_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
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 2
o 1
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

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

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

APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRI KRALDL SLKHRI LPKE

f. Max. deviation (see listing)

+ *oopk g + ++ + * + + x4 * 4 * ok + *
ok k kxx * % K Kk kk Kk Kk KKk kk AkAK Kk K KkKKKKE KK K KKK K KA KK *

g. G-factors
Phi-psi [N SO NEES EEE ||

Chi3 & chi4
Omega
Dihedrals [T

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

Mainchain [T

Overall [1

pdb3hlj_06.ps
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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

= wa—— 7\ /o
Key:- <™ Helix

C——T  —— ANANARNANNNR

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

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

+ +
* 4 + *
*kk Kk kk

+
++ * 4 +* + * ++
FR kKKK K Kk Kk kK Kk Kk ok

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

GIHFGNLARVRHI | TYSLSPFEQRA | PN FSDAL PNVWRRFSSQVFKVAPPFLGAYLL

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

g. G-factors

Phi-psi _ T

Dihedrals [T

MChbhonds [T]

Mainchain [T

[T
[T
MCangles [T
[T
[T

Overall [1

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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
g
5 4
€ 3
£ 2
o 1
£
© 5 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
% :
e 6
g 4
R
S
59 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 —AANAESANANAVAA ————AAVAVA A=Ay
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 I REHCEQTEKCVKARERLELCDARV SSRSHTEEQCTEEL FDFLHARDHCVAHKL FN
f. Max. deviation (see listing) .
4
ST S ST St Lornaii i 1o SR Ib S SIS S SIS
g. G-factors
Phi-psi . [N Trm M I [
e o Eei i aiiiuein
Grhega " H H H HHH
Dihedrals  [TTTTITTIITITITTTTIITIT] T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T
MChbonds [T T T T T T[T T A T T T T T T T
MCangles [T T e e e e e e T e e T T T T T T
Mainchain  [TTTT T T ITTTTTTTTTIITT11] 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
ovedl  [TTTIITITIITIITITIIITI] OO T T L T L T T T T T T L LI T T LT T L T T I IT]
59 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3hlj_06.ps
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Residue properties

pdb3hi]

Page 21

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

g 100
% 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
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

76 35 40 5 60 65 70 75

Residue number

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 ANANNN

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

AAAAAAAATAAAAAAAAAAANA
T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFE

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AA_ ; I_I/\I_I/\/\/\/m /\/ﬂﬂW\M AANBAAAAR
KLK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk

f. Max. deviation (see listing)
: LT
. AU ST S U P SR TS,

a4

g. G-factors

Phi-psi . % EEN EESES EEECEC H>,,I
Chil-chi2

Dihedrals  [1T1]

MC bonds
MC angles

Mainchain  [TT]

]
]
l
Overall [ [
76 3

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

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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
£
O 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
% 8
e 6
g 4
R
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
Ao A = a— N\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: AAAAAAANTIA AAAAANBAARIAAA AAAAAAABAAAAAAAAIA ADMAAAAAANBAARIAA AA A AAAAAAARL £ :
RAFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVE
f. Max. deviation (see listing)
g. G-factors
Phi-psi | | H |
Chil-chi2 ]
gﬂ%g(nlcm [ H H:
Omega [T [ [
Dihedrals  [TTT T T T T I I T T I ITTTTIT T TTT] T T T T T T T T T T T T T T T T T T T T I T T T I T T
MChbonds (T T T T T T T T A I
MCangles [T A T e e e e T A T T T T e T e e A T A T T T T
Mainchain [T T T T T T T ITTTITTTT] T T T T T T T T T T T T T T T T T T T T ITTTTT
Overall G I LTI T L I L T T T T
33 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55 60

pdb3hlj_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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 23

Residue properties
pdb3hi]

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

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

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

= A e NN AN AN

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

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

Al
HLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQG

f. Max. deviation (see listing)

g. G-factors
] [ [EEN M
i i

T T T A 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 A 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 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 I T I T T T T T T
OO L T T T T L T T T T L T L T L T T T T T T T
61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

% 100
% 80
£ 60
g w0
< 20
o
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

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

d. Secondary structure & estimated accessibility

T A AN S e S A T

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

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

BAAAAAAA AAAAAAAAAAAAAAAAAAATIIABIAAAAAAAA  AAAAAAANAAAANTIA AABIAAAATIAAAAAAAAAAA BIAAAAARAAARIAAAAAAAA A
TALARTVEGTTENIKHLTRADLASY | DTHFKAPRMVLAAAGG| SHKELVDAARQHFSGV SFTYKEDAVP I L PRCRFTGSE | RARDDAL PVAHVALAVEGP

f. Max. deviation (seelisting)
5

++ + +0 4+ ++* *r+ + * 1-++ + + +

g. G-factors
Phi M ] M ]
o m ail aammaniE H
Chi3 & chi4 [ [ [ [T [
Omega [ [ [T [T [
Dihedrals [T T T T T I T I T T T T T T O T T I TT T T T I O T T TP T T TP T T TP T T T T T T LTI T T T I T I T T
ek R AMEREEEENENSNSENERBESESERSNSESERSNSESSNSRSRNSNSRESS NNSESSNSRNESSRERSESENERSSSEREREESEREREEEN
Mainchain (T T T T T T TP TIT T O T TP T T TP T TP T T T TP P T T T T T ITT I IT I TT
Overall T T T L T T T T T T I T T T LTI T T T T T T T T T T T T T T T T T T I T I T I I T I TTITTIITITTTT]

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

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

A
GWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRAKNH

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[TTTTTITTITTTIT LT
MC bonds [T T T[T T T T T TTTT
MCangles [T
[TTTTITTTITTTIT LT
[TTTTTITITTTITTIIT

Mainchain  []

Overall {1

pdb3hlj_06.ps



PROCHECK

R . d t Page 26
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
© 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 AN —— - R

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

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

LRSAMVAQLDGTTPVCET I GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNR I RSGMYWI CPGAED

f. Max. deviation (see listing)

4
T T T Lo I PO S Co s PN I OOE s T et s o0 I RIS
g. G-factors
Phi I ] W] CE
Aty adeuStSEEEEE naidisaectind
Chi3 & chi4 ] ] [ ] [ 1] [
Omega [ [ [ [T [
Dihedrals [T I T I T I T I T T I T T T I T T T T T T T T T T T T T T I I T T T I T TR T T I T [T
s [ 5
Mainchain [T T T T T I T T I I I LI I T T LT L L L L T LT L L LT L L L LT LT LT LT L L LT T L LT T I LI T LTI T] [TTTT1]
Overall \‘\H\\H\\‘\HH\\HHHH‘\HH‘H\H‘\\\HH\H\\\HH\\\‘\\HHHHHHHHHHHHHH m
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

% 100
% 80

£ 60

g w0

< 20

o

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
g 4

E 3

g 2

o 1

S

o

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

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

Fo i o A\ e e SN

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

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

AT V‘\/\/V\A\NW\A_IANW_V\AAN_V\AAMAAN_WMMAMAAMANT‘ ‘ ‘ AAAAANBARAAAABAAAABAAAAAAAAA
LEITKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVYSTREKMTYCVECLRDHVDTVMEY L

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals

[T
MC bonds } }
[T
[1

MC angles
Mainchain

Overall

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

% 100
% 80

£ 60

g w0

< 20

o

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
g 4

E 3

g 2

o 1

S

o

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 (seelisting) \ .
5 + 5 5+5
L IO ST PO LN S DUTUR S SO SOUUE e S ¢ < UUUNNUUUNNE SUNN SN £ JUN S oF SN UE ST 1F|
g. G-factors
Phi [H 1] | | [
e b . i
Chi3 & chid4 [[] ] [ I
Omega [ [ [1 [
Dihedrals [T I T T T T I T I T T I T T I I T T T T I T T T T T T T T I T T T T I T T T T T I T T I I T T I T I T
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 T
MCangles [T [T T e e e
Mainchain [T T T T T[T T I I T I I I I T LT L L L L T L L L L L L L LT T L L T L L L LT L L LT T L LT T L L L T L T L L LT T I LT T T LTI
Overall \J\\\\\J \\\\\\\\M\\\\\J\\\\J\\\\‘\\\\M\\\\M\\\\\J\\\\\\ \\M\\\\\\\\\\J\\\\\\\\\‘\\\\M\\\\M\\\\\\\\\\J\\\
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

/e N/ —

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

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

H /\/\NTHA/\/W AANAN WAAAAAAAAAA : ‘ : B FAANE BNABAAAAA AARBABAABAAAAABIAAAAAN
LN RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FG

f. Max. deviation (see listing)

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

Phi-psi _ -:I::I:IIID:H M I,:-:H:m,ﬂ NN mTTh
Chi3 & chi4

Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

22

N
o H HEH

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

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

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

FYT | SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKK S

f. Max. deviation (see listing)

+ ++ + ++ * o4 + + + o+ KRR kg g * * ok * * ok *kpop + o+ o+
Kk kkk Kk K K kKK KKK KKRKEK kKK kA kk FAKKAK KKK KKK K Kk Kk Kk Kk Kkk Kk Kk kkkkAX K Akkk*AKK K kAR K *

Chi3 & chi4
Omega

Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hlj_06.ps
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R . d t Page 31
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 AT

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

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

BEAAAAABABAAAAAABRIFAAAAAAAAIAIAAA AAAAAAATEEAABAAAAAAAAAAAR
MAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL | DLPAPSN| SAWMMFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQ
f. Max. deviation (seelisting) .
* 56
* ok * + +

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

g. G-factors
Phi-psi . [ ]

Chi3 & chi4
Omega
Dihedrals  [TTTTTITTITTTIIT]

MC angles
Mainchain  [TTTTTTTITITTITT]

Overdl  [ITTTITTIIITITIT
424 430 435

C = cis-peptide

(S

[e]e)
2.3
=
EE
<N
i
i
|
i e A

[NCY R pp—
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Residue properties
pdb3hi]

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
€ 3
g 2
o 1
S
O 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

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

EN/NZNANNINNIN\— N NINININNNNN—N\N\N\ -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

H ‘ : ‘ : A AARAAAAAA i i A_AAAAN A /\/‘\/\/\/\/\/‘\/\/\/\/\/‘\IT i i BFARAAA
YGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV | LLLTLMATAFVGYVL PWNGOQMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPT

f. Max. deviation (see listing)

* *
++ + o+ 4+ * * ok + x4 ++ 4+ ¥ o+ o+ o+ * KooK pq gk + +
Kkk Kk Kk KkkAK K KK KX KK Kk Kk Kk kkk Kk kkkKAKAK Kk K K kxk*  kkkk K kkk* KrkKAK KK AK

g. G-factors

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

O H O

pdb3hlj_06.ps
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Page 33

Residue properties
pdb3hi]

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

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

MNAANNN — e NANNANNNNE e~

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

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

AAAAAAANAAAAAAIAAAA
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)

+ + + + * +
Kk kkk kAKX KEkKK KX K Kk

g. G-factors

[
o
|

C = cis-peptide

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

80
60
40 -
20

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

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

Zeta abs. mean dev.
N

276 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

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

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

AAAAAAAAANBIAAA — AAAAAAABAAAAAAAAAANAAAAAAATIIAAAAAAAAAANAAAANAAAA  AAABIAAAAAAA  AAAAAAAAAAAARIANAAAA  AAAA
LFAYAILRSI PNKLGGVLALAASVL I LFL I PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLEN

f. Max. deviation (see listing)

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

C = cis-peptide

pdb3hlj_06.ps
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R . d t Page 35
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

R\ AN e

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

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

KMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPG

f. Max. deviation (see listing)

++ + ++ + ++ * * 4 kR kok * + + * o4
Kk kk  kk kkkk Kk kK kK Kk kkkk KKk kkkX kK kxkk Kk k kkkxkk K Kk Kk ko

I

g. G-factors

Chi3 & chi4
Omega
Dihedrds  [TTT10

[

MC bonds [
MC angles [
1

[

Mainchain  [TTT11]

[

[

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

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO

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

d. Secondary structure & estimated accessibility

A Ty GGV e T AAY

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : M AAAAAAAAAAAAA ‘ : ANAAAA _AAATR /\/\/\I‘_I/\/\/\J_\‘H_I/\ AABAAAAAAAARINA ABIAAAAAAAA
K1 SDY FPKPYPNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPI YNE | LEYDDGTPATMSQ! AKD

f. Max. deviation (see listing)

+ X +
+ o+ +* + +  *kxyp Q9 44 * +++ + + +* 4+
*********** * * P S * ko x * % xk ok ok k% N

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T I T LT LTI T I T T T I T T T IT LT
MC bonds [T T T T T T T T T
MCangles [T T A
IEEEEEEEEEEE NN NN RN R
[T T I T I T T T T TP LTI T T I T T T T T I I T T IT

Mainchain  []

Overall [1

pdb3hlj_06.ps
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Resid t e
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
8 2
o 1
S
O 186 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
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 ONAANARARARNARNARA— 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 (see listing)

+

:

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

Dihedrals ]

[T T T T T T LT
MC bonds [T T T T T T T T T T
MCangles [T T
[T T T I T LT
[T T I T T LTI T T T I I

Mainchain  []

Overall

pdb3hlj_06.ps




PROCHEC

=
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

K
Page 38

Residue properties
pdb3hi]

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

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

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

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

o = O e
sdT [omd

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAAAAAAAAAAAAAA.AAAA...AI..AAA.AA.AA AAAAAA.I AI

g. G-factors
H H H?Eq::Il,,#,,ﬂm [EEEE NN N RN
Eeammnan BEmunn H
T T T T T T T T T T T T T I e W T T T T T T T T I T B T T T T T T A T I T T ITIT IT EA TITTT]
R B L B B M B B N M M N N B AN BB MR HERERS
T T T T s T T T T T T T T T T T T T T T T LT 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 T T T T I T I T T I T I IT T IT T ITTTITTIITT]
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

pdb3hlj_06.ps
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Residue properties
pdb3hi]

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

& 100
% 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
g
5 4
E 3
g 2
o 1
£
O 135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
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
b0 s —m oo SRRV /N ]
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A AAANE AAAAAA AR AAAAANL AAAIAA AABA AAAAAAAAAARIEIA ABBAAA BNAAAAAAAAAAAA : ‘
LVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGR I RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTL
f. Max. deviation (seelisting) .
5
I o ST i orvenFe no ot t
g. G-factors
i-psi [T [ [ I [ T T T T
Chil-chi2 L]
h3e%ia ]ﬂ
Omega [ [
Dihedrals T T T T TT T T T T T T T T T T T T I T T T T LI I T T T LI TT] T I I T I IITTT
ek RAAE NENSEMERSESEMERBNSENERSESESERSNSESSESESEESESESEEERERS EEE A
Mainchain (T T T T T TR T T T I T T T T IO TP T T TP T TT] T T I I T I T
L0 T o T OO L T I T T T T T
135 140 145 150 155 160 165 170 175 180 185 190 195 15 20 25 30 35

pdb3hlj_06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
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
©
4
8 2
o 1
S
o 38 45 50 55 60 65 70 75 80 85 90 95 100 105 110 5 10 15
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
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

=A== ANVAVAVAUA A=A A VAV =

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

|

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

YEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRI L PKEQWWKYEEDKPYLEPYLKEV | RERL EREAWNKK

f. Max. deviation (see listing)

++
* % *

*
+ ++ + +* + L e T +4%
Xk kK ok kKKK Kkkk KKK KKKKE KKAKK Kk K KKK KKK KKK KKK A K

GIHFGNLARVRHI ITYS

g. G-factors

Dihedrals ]

MChbonds []

MCangles []

Mainchain  []

Overall {1
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Residue properties
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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.

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

12 20 25 30 35

b. Absolute deviation from mean of omegatorsion

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

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

12 20 25 30 35

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
P=———NANNNRNANNNANN ===

12 20 25 30 35

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

U —==\ASAVAVA,

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

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

AAAAAATABAAAAARIA
T T T T T T T T T T T T
LSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADYEN

f. Max. deviation (seelisting

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

Dihedrals  [TTTTTTI
MC bonds H}HH
[TTTT
[TTTT

MCangles []
Mainchain  []

Overall {1

ELVDPLTTI REHCEQTEKCVKARERLEL
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=
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

MC bonds
MC angles

Mainchain

Overall

K
R ) d t Page 42
a. Absolute deviation from mean Chi-1 value (excl. Pro)
40 45 50 55 60 65 70 75 35 40 55 60 65 70 75
Residue number
b. Absolute deviation from mean of omegatorsion
40 45 50 55 60 65 70 75 35 40 55 60 65 70 75
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
40 45 50 55 60 65 70 75 35 40 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 =—=——=AVAVAVAVA ==\ \Y v V C—L)
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

Al FABAAAAAR /\/W_HT/\/\A AANTEEA]
T T T T T T T
CDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK UUUUUUU  UUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR

nnnnnnn  nnnnnn
kkkkkkk kkkkkk

f. Max. deviation (see listing)

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

\ \
I I
l l
I (I [T | I
5 35 40 5!
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Residue properties
pdb3hi]

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

% 100
% 80 -
g 60
8 401
< 20
o
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

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

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

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

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

AAAAAAAATA
T T T T T T T T T T T T
ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKYEAS

f. Max. deviation (see listing)

+ +
* * * ok * *

+* 4+ + A + ++
***********************************************
g. G-factors
Ave

Phi-psi m I 0.44
Chil-chi2 H;# -IE“I” 018
Chilonl 0.02
Chi3 & chi4 EEEEN ] 045
mega [ [ [1 0.60
Dihedrals  [(TTT T T T T I T T I T I T IO T LTI I T IO ] [ 0.07
MCbonds T T P P T T 0.62
MCan9|eS\HHHHHHH\HHHHHH\HHHHHHHHHH\HHHHHE0-41
Mainchain [T T T T T I T T T T T T I TP TITI I TTTTTIITIITTTTIIITIIITT11] [ 050
overall [T LT LT I [ 024

4 10 15 20 25 30 35 40 45 50 55 60
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angles

pdb3hi]

CA-C-N CA-C-N
(except Gly,Pro) (Gly)
1446 —— 1446 —
o) oy
& S
> >3
g 8
LL LL
101 106 111 116 121 126 131 101 106 111 ‘I?GH 121 126 131
O-C-N O-C-N
(except Pro) (Pro)
1446 — 1446 —_
> oy
& S
> >3
g 8
LL LL
108 113 118 123 128 133 138 107 12 17 12 17 152 137
C-N-CA C-N-CA
(Gly) (Pro)
1446 — 1446
> oy
& S
> >3
g 8
LL LL
105 110 115 1.;)1 125 130 135 107 12 17 12 17 152 137
CA-C-O CB-CA-C
(Gly) (Ala)
1446 — 1446 —
o) oy
& S
> >3
g 8
LL LL
105 110 115 120 15 130 135 95 100 105 1*0‘ 115 120 125

Black bars> 2.0 st. devs. from mean.

Page 1

CA-C-N
(Pro)
1446 —
oy
&
>
8
L
101 106 111 116 121 126 131

C-N-CA
(except Gly,Pro)
o)
&
S
8
LC

106 111 116 121 126 131 136

CA-C-O
(except Gly)
oy
o]
>
8
L
105 110 115 120 125 130 135
CB-CA-C
(lleThr,vVal)
1446 I
oy
&
>
8
L
94 99 104 109 114 119 124

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
1446 — 1446 ‘ : 1446 ‘ ‘
i | | 2»
2 an o) . )
g ] 3 o 3 |
> >3 = | |
g s g | g |
LC N (I ! 1 R l ;
95 100 105 110 115 120 125 96 101 106 111 116 121 126 97 102 107 12 17 12 127
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
2 | 2 | 2 i
o) ] o) g o) ]
> ; ; >3 ; >
g | g | g "
L i i L A K L 1 | 0
% 101 106 111 116 121 126 95 100 105 110 115 130 125 96 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (therest)
1446 — 1446 ——
5 | >
& Pl &
> ol >3
g i 8
L 0 L
88 93 08 1#0é 108 113 11 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

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

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: 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
N 1451 CA CA 1540 CB
1.503 1.594
FGly 10 Glle 2
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
N 111.2 C N 111.2 111.2 111.2 111.2 1125
CA CA
CAsn 27 C Tyr 110 C Lys 111 C Asn 207 D Asp 44 E Gly 143
1125 111.2 111.2 111.2 111.2 111.2
NGIy218 OIIe327 OAsp429 RAIa 70 RLeu 71 RSer 72
N 111.2 C N 1125 C
CA CA
R Asp 119 R Gly 143
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal”, actual, diff.
Planar groups
CB CB CB e c8 CB
0.047 0.042 0.032 0.030 0.031 0.060
A Tyr 185 A Tyr 434 B Tyr 177 B His 392 CPhe 34 CTyr 76
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Planar groups (contd)
cB cB B B CB cB
0.032 0.034 0.035 0.045 0.032 0.048
C Tyr 110 C Tyr 132 CTrp 142 C Phe 151 CHis 197 CTyr 224
CB CB CB CB CB CB
0.032 0.048 0.072 0.033 0.037 0.035
C Tyr 225 C Tyr 279 D Tyr 33 D Tyr 134 D Tyr 165 E Tyr 156
cB cB S CB cB cB
0.041 0.036 0.036 0.032 0.041 0.033
FTyr 20 G Tyr 56 H Phe 61 N Trp 40 N Tyr 185 N Tyr 280
CB €3 CB ©3 CB CB
0.054 0.036 0.056 0.038 0.039 0.033
N Tyr 434 P Phe 34 PTyr 76 P Phe 90 P Tyr 104 P Tyr 110
€8 CB es cB cB cB
0.034 0.040 0.034 0.067 0.032 0.062
PTrp 164 P His 197 P Phe 200 P Tyr 224 P Tyr 279 QTyr 33
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Distorted geometry
pdb3hi]

Planar groups (contd)

\ | |

CB . CB . CB CB CB
0.033 0.032 0.030 0.039 0.032
QTyr 90 Q Tyr 149 QTyr 221 T Tyr 56 W Tyr 10

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