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Ramachandran Plot
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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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Plot statistics

Residues in most favoured regions [A,B,L] 3046 85.0%

Residues in additional allowed regions [a,b,l,p] 497 13.9%

Residuesin generously allowed regions [~a,~b,~l,~p] 33 0.9%

Residues in disallowed regions 9 0.3%

Number of non-glycine and non-proline residues 3585  100.0%

Number of end-residues (excl. Gly and Pro) 39

Number of glycine residues (shown as triangles) 262

Number of proline residues 196

Total number of residues 4082
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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

pdb3tgu
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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
pdb3tgu
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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
pdb3tgu
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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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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
pdb3tgu

% 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 3585 85.0 72.9 10.0 1.2 BETTER
b. Omega angle st dev 4050 11 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 72 1.8 139 10.0 -12 BETTER
d. Zetaangle st dev 3797 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 2698 0.8 1.0 0.2 -09 Inside

f. Overall G-factor 4082 0.3 -0.7 0.3 3.2 BETTER
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Side-chain parameters
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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 458 134 245 6.5 -1.7 BETTER
b. Chi-1 trans st dev 1076 12.4 24.2 53 -2.2 BETTER
¢. Chi-1 gauche plus st dev 1655 11.8 22.8 4.9 -2.2 BETTER
d. Chi-1 pooled st dev 3189 12.4 235 4.8 -23 BETTER
e. Chi-2 trans st dev 1048 12.6 24.2 5.0 -23 BETTER
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Residue properties
pdb3tgu

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
5 10 b. Absolute deviation from mean of omegatorsion
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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

A A o St ot AR\ o

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

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

AAAAAAAAAAAATIAA AAAABAAAA A AAAAAAAATT BAARTRIEAAAAAAAATIA ANBARFABAAAAR
T T T T T T T T T T T T T T T T T T T T
ATYAQTLONI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KA

f. Max. deviation (see listing)
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Chi-1 abs. mean dev.

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

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

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Residue number
b. Absolute deviation from mean of omegatorsion

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

= AVAVAVA S
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 (seelisting)
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Residue properties
pdb3tgu

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

=
o
o
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40 -
20

Chi-1 abs. mean dev.

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

Omega 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

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

AN T et A A AT

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

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

AAAAAAAAAAAAAII AARRAANAAAAAAAAAAAA. BAAAAARAAAAAAAAAAAAA A TIAAAAAAAAAAAAAAA  ANATIAA AARAAAANAAAAAA
G| SHKELVDAARQHFSGVSFTYKEDAVP| L PRCRFTGSE | RARDDAL PVAHVALAVEGPGNADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEH

f. Max. deviation (see listing)
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Omega
Dihedrals
MC bonds
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Mainchain

Overall
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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.

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

Omega abs. mean dev.
N A O ©

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

N B O

Zeta abs. mean dev.

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

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

AAAABAAAABAAAAAR AAAAAAATAAAAAAAAAAANAAAAAAANTIRL
T T T T T T T T T T T T T T T T T T T T
KLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR | SLEEWDSR1 SA

f. Max. deviation (see listing)

++ + + + o+ * *oppk + ++ 4+ + ok ok 4 + +
* % * x * * K kk K kkkk K K kkkkAK kK Kk kk* KkkX KKK Kk KAXKE K * ok k ko

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MChbonds |
MCangles |
Mainchain |

Overall [
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Resid t o
pdb3tgu
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
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
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

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

AU e T AV B T i e

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

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

ARIA] A AAFAAREARIAAAAAA EAARE AAAAAAART
T 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
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

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

AAAR
T T T T T T T T T T T T T T T T T T T T
AHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHA

f. Max. deviation (see listing)

2
R SO S Y ¥ oLt L LT LT S I L LRI .

g. G-factors
Phi-psi W [l RSN | =
Sl THR P
Chi3& chi4 [] [T [T [
Omega [ [ [T [
Dihedrals  [(TT T T T T T I T T I T T T T T T T T T T T T T T TP T T T T T T T T T T TP T T T T T
MCbonds T T T T T T T
MCangles [T e P P T
Mainchain [T T T T T T T T T T T T T T T TP T T T T T TP T TP TP T T T TP T T I T T
Overall T T T L T T T T T T T T T T T T T T T T T T T I T T T T T T T T ITTIT I T ITITTIIITTTTT]

66 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
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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.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

e e VN i s e e

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

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

B AAAFEAAAR  BAARAL
T T T T T T T T T T T T T T T T T T T
AAYKTALANPLYCPDYRIGK | TSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLN I RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVG

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T TTTTTT
MChbonds  [TTTTTTTITT]
MCangles [T
[TTTTTTTTTT
[TTTTTTTITT

Mainchain  []

Overall {1
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Residue properties
pdb3tgu

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 A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

PN S\ mm—— mm— N\ AN

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

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

AAABAAAAAAAAAA B IAATE ABAREAAAA AAAAABAREEAAAAAAAAAAT AAAAAAAATA AAAAAAAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
SAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQL KAAAQGGV TEEDVTKAKNQLK

f. Max. deviation (see listing)

+ +
*ok *po ok * + + + x4 * + +4* 4 + Kk + ++ +*+ 4+
* kK * * ok x kKKK KKK K Kk ** K kkkkx  kkkkk k Kk x KkKk KA KKK KK

g. G-factors
Phi-psi (I ID:II:1<H H H L<H H H

|

g

[

[

[

[

Chil-chi2 [
Chi3 & chi4
Omega

Dihedrals [T

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

Mainchain [T

Overall [1
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Resid t o
pdb3tgu

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

o

% 80 -

g 60

8 401

< 20

o

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

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

VN T RUERN T = T

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

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

AAAAABAAAA : ‘ AAAAAAAAAAAANBAAAAAAAAAAAAAAA  AAAAAAR BAAAAAA

T T T T
ATYLMSVETAQGLLNE I GSEALL SGTHTAPSVVAQK I DSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL FAPNIRKSHPLLKMIN
m
e

f. Max. deviation (see listing)

+ +
++ + o+ *ok gk + K *pok 44 4 4 + + * g + +*
Kkk kK Kk KKK KKKKKKAKE K K Kk KAk KKAKEKKKE K * % xk ok k kx ok k% * kkx Kk kxk

g. G-factors
Ph o NN i ] T T
Chil-chi2 ] [ 1]
5 . i o
Omega [ [T [
Dihedrals [T LTI I I LT LT LTI LTI LTI T T LTI T[T 1] O T LTI
MC aes  EFHHHFHH AR AR AR AR AR AR HHHHHHAS
Mainchain [T T T EENNEEEEEEEE NN
Overall O L T T T T T L T T T T T T T LI T LI T T LT 1] O I LTI

366 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

pdb3tgu_06.ps



PROCHECK
Page 10

Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N

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

AAAAAFAABAAAAAAAAAAAAAAATIR AAR ABABAAAAAA
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)

467 +
*

793 + ++++ + + o+ % * ++ + + + ++ +
*E® kk k% ok kkkkk K k% ok k% % kxk Kk x ok Kk xk* kkx  k x%k KRk Kk kK

g. G-factors

Chi3 & chi4
Omega

Dihedrals [
MChbonds |
MCangles |
Mainchain |

Overall [

pdb3tgu_06.ps
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Page 11

Residue properties
pdb3tgu

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

% 100
% 80 -
g 60
8 401
- 204
o

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

Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
g o
€ 6
£ 4
P 21
S
O 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

'§ 8 -
g 4 -
RS
S

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Key:- <™ Helix

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

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

: ‘ ‘ ‘ ‘ ‘ ‘ : BREAAAAA  AAAAAAAAAAAAAAAAAAAAAA ‘ ‘ ABAAA ANBAAA
GVILLLTLMATAFVGYVLPWGQMSPFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGITI IHLTFLHESGSNNPLGI SSDS

f. Max. deviation (see listing)

++ +
Kk kK Kk kk Kk Kk kkkkkkAKRKRKEX KKk Kk Kk K Kk *kk Kk k% kkk* Akkk* %

g. G-factors

Chi3 & chi4
Omega

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

Overall

\
I
\
\
I
125

QO
=3,
=
EE;
N
by Tl o S

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

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

BAAAAAAAAAAAAAA  AAAAAAAAAAAANATIABIAA AAAAAAAIAAAIAAAAAAIAAAAAAAAAAAAAAAIAA AAAAAAATAAAAANAAATANAAAATIA
DK I PFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFL | PFLHKSKQRTM

f. Max. deviation (seelisting)
5

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

Chi3 & chi4
Omega
Dihedrals [

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

c
[TTTTTTITT

Mainchain  []

I \

I I

[T
Overall [ I [T,
217 225 230 2
C = cis-peptide

pdb3tgu_06.ps



PROCHECK

Resid t -
pdb3tgu

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

o

% 80

£ 60

g w0

< 20

o

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

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

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

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

g

E o

g 4

N

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

Residue number Highlighted residues are those that

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

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

AN NNl =

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)

++ + o+ * ++ + + + kx4 *io4 +* ++ + o+
Kk kK kkk kK kkkk k kA kkkk Kk kkk k* Kk xkkk ok kkxk kA% * kx %

g. G-factors

\

\
I I [ I [ [ [ I \
I I H i H i H i \
\ \ ] il ] il ] il \
I I [ I [ I [ I I
[ [TITT1 : T LI T T LI I T LI T T I T]
317 325 330 335 340 345 350 355 360 365 370 375 3
C = cis-peptide

pdb3tgu_06.ps




PROCHEC

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 14

Residue properties
pdb3tgu

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

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility

A e - A —— s A\

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

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

RRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDY

f. Max. deviation (see listing) H
0
B S S S S T S SP SO ST : R O A I
g. G-factors
| EEECEEN T =
]
[T T T T T T T I T I T I T T T T T T T I T T P T T T T I T T I T T T T T T T T I I T I I T IT]
[T T T T T T T T T P e e T e T e T P e T P P P P e P P P T T P T T T P P T T P T T P P T T PP I T
O e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e e
[T I I T T T T I T I T T T T T T T T I T T T T T T T I I T T T T T T T T T T I I IIIIIT]
NENNNNNNNSNNNANNNNNNNNNNN NN AN NN AN NN NNN NS SN NN N AN AN A NN NN AN N AN AN NN A NN N AN AN AN RN N AR
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

C = cis-peptide

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

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

d. Secondary structure & estimated accessibility

e i e AV ANANANANS

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

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

: ‘ AAAARL ‘ ‘HT/\ AARAANBRAAAAAA ABBAAAAAAAAAAAAAAAAARAABAAAAAA ‘ ‘ ‘ ‘
VFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPI YNE | LEYDDGTPATMSQI| AKDVCTFLRNVAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHK

f. Max. deviation (see listing)

+ o+ * +* ok gy + * o +* * 4 +
* % % Kkk KAk K Kk KX x * * Xk Kk kK kK kK KKk KKk K*E kK *

g. G-factors

Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

& 100
% 80
£ 60
g w0
< 20
&
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
g 4
® 21
£
O 227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
LY
N
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SN )— E 0™ NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
WSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSKIE
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ ] 0 o |
Chil-chi2 L]
chi3 8 s ﬂ H
mega [ [
Dihedrals  [TTTTTITTITTTIT] T T T T T T T 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 TTTTT
MC e TR e A A A A A A A A A
Mainchain  [TTTTTITTITTTIT] T T T T T T T T T T T T T T T T T T I T T T T T I T T T T T T TTTTT
Overall T T T T B W
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3tgu_06.ps
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Page 17

Residue properties
pdb3tgu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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 A OO

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

R e R

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAABNAAN 4 : MV\ANHI/WTVWV—K\/WVWW_WTV\/VWW\I_’_K\/VVV\AA AANTE /\ITI/\/\/H_“ Al AAABAN H/\/‘WI/\ WA :
| KL SD | PEGKNVAFKWRGK PL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP I ANSGDFGGYYCPCHGSHYDASGR | RKGP

f. Max. deviation (see listing)

+
F+4 * 4 * * 4 +* * * * * * % + + * * * * + FO* 4+
* Kk * ok * * * kkkkk K K kkk  kkkkk kkkk kk kk ok kkk  kk kk*k Kk Kk kkkk*k * * ok ok *

g. G-factors

(F;fh'ii‘ -Scihi 2 (T T I:.:H:I]W#m W T [ NENNREEN NS EE [T
Chilonl 1]

Chi3 & chi4 [

Omega m|
Dihedrals ]

[T T TTTIT I I T
MC bonds [T T T T T T T
MCangles [T T
[T T T TIITTTTT
[TTT T T IT I I TITTTT

Mainchain  []

Overall [1

pdb3tgu_06.ps
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R . d t Page 18

pdb3tgu

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

o

% 80 -

g 60

8 401

< 20

o

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

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

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

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

g

g 4

N

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

Residue number Highlighted residues are those that

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

—— o= B N\ — AN S A AN

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

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

: : : TAVAY \/‘\ EAAAAAAAAAAAAA _AAAA AAAAAAAARIAAAAAAAAANAAAAAAAAAAAAAAAAAAAAAANTIIIAAAA
APYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRI KRALDL SLKHRI LPKE

f. Max. deviation (see listing)

g. G-factors
Phi-psi [T e T [ i 1T
e R ¥
Chi3 & chia EEEEEN H
mega [ [ [T
Dihedrals [T TT T T T T T I [ 1] T T T T T T T T T T T T T T T T T I T T T T T T I I T I T ITT TI TTT
MCope  FHHHHHHHHHHHHS o B B B M B B A B M M A B A MM E M A A R R R B AE
Mainchain  [TTTTTTIIITTTTTITTTT1] T T T T T T T T T T T T T T T T T T T T T T T T T T I I LTI T
Overall O I LI 111 T T
176 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70 75

pdb3tgu_06.ps



PROCHECK

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N

MC bonds
MC angles

Mainchain

Overall

Resid t -
pdb3tgu
a. Absolute deviation from mean Chi-1 value (excl. Pro)
79 8 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55
Residue number
b. Absolute deviation from mean of omegatorsion
79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
79 85 90 95 100 105 110 10 15 20 25 30 35 40 45 50 55
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T - ANANAANA = G ——ANANNRNANNRA

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

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

QWKYEEDKPYLEPYLKEV | RERLEREAWNKK IHFGNLARVRHI | TYSLSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY

f. Max. deviation (see listing)

*
+ ++ + + *ry + oK x4t + o+ ++ k4 * KRRk Kk ++ Kk
***************************************************************

pdb3tgu_06.ps




PROCHECK

=
o
o

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N

Dihedrals

MC bonds
MC angles

Mainchain

Overall

S | mE l,# EH I::il:,:l T8

R . d t Page 20
pdb3tgu
a. Absolute deviation from mean Chi-1 value (excl. Pro)
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
b. Absolute deviation from mean of omegatorsion
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number Highlighted residues are those that

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

SN G H =——ANAE=AANVA VAN G AVAUANANA g
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
SWGTQEFERLKRKNPADY ENDQ EEEELVDPLTT | REHCEQTEKCVKARERL ELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNK

f. Max. deviation (see listing)

+ +
+*+ 4 4 + + o+ o+ ++ + + +  r o+ x4 + + o+ * + + + + *ok g
Kkk kkkK K Kk Kk K Xk kK Kk kKA K K Kkk* K kk* KAk Kx Kk K * kk kK kx K % * ok kk

g. G-factors

pdb3tgu_06.ps




PROCHECK

Resid t -
pdb3tgu
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 204
S T
77 5 37 5 60 65 70 75 10 15 20 25
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 77 5 37 5 60 65 70 75 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
E o
g 4
N
77 5 37 5 60 65 70 75 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

= I | ! o — = I ARNP—AAN
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
LK ALSVAARS UUUUUUUUUUUUUU PLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVV
m nnnnnnnnnnnnnn
kkkkkkkkkkkkkk

f. Max. deviation (see listing)

+ *ok + o+ + + o+ F ko4 +
* * % kxk x * kkkx * * k K kx K kkxk * %%

i

g. G-factors
Phi-psi . (IR | T o T oy
Chil-chi2 %

Dihedrals  [T] [TTTTT] [

[TTTTTTTTTT] CETTTT T T T T R T T
MC bonds ey T e rrT
MC angles ey CE e e e e T
[TTTTTTTTITT) T T I T T
[TTTTTTTTITT] T T T T T T

Mainchain  [T] [T O

i
I
=

Ovedl  [T] (ITITIT0 [T [l

77 5 37

pdb3tgu_06.ps



PROCHECK

=
o
o

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Dihedrals

MC bonds
MC angles

Mainchain

Overall

80
60
40 -
20

Resid t .
pdb3tgu
a. Absolute deviation from mean Chi-1 value (excl. Pro)
26 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50
Residue number
b. Absolute deviation from mean of omegatorsion
26 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
26 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that

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

T =~ —

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

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

) AAA_ AAAAAAAATIA AAAATAAAAARTIIA AAAAAAAANIAAAAAARIA. AAMAAAAAAAAATIAA AAA A AAAATIAAAA
LGAVL FERAFDQGADA | FEHLNEGKLWKH | KHKYEASEE TYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNN

f. Max. deviation (see listing)

*ipo4 + + 4 KRk g kg * 4t * 4 * ok + + + ++ ++
Kk kKK Kk Kk K K Kk kkk KKk xkkkk k% kK kxkk kkkk Kk k% * % * ok x A xk

g. G-factors

pdb3tgu_06.ps
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Page 23

Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

54

60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

54

60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

Chi3 & chi4

Omega

Dihedrals [

MCangles |

Mainchain |

Overall [

[T1
MC bonds \}H
[TT
[TT

pdb3tgu_06.ps
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Page 24

Residue properties
pdb3tgu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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

d. Secondary structure & estimated accessibility

M A AN v AN

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

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

HATAFQGTALARTVEGTTENIKHLTRADLASY | DTHFKAPRMVLAAAGG| SHKELVDAARQHFSGV SFTYKEDAVPI LPRCRFTGSE | RARDDAL PVAHV

f. Max. deviation (seelisting)
4

* + + *
*ok ++ + 8+ F4+ x4 4x + kR4 4 kg g +
* % * KRE KKK KK KK KA K Kk K kKK K KKK AKAK KKK KAK  * * x

Chi3 & chi4
Omega
Dihedrals

T T T
MC bonds [T T T T I T TTT
MCangles [T

[EEEEEEEEEEN NN RN
[T T I ITTITTTT

Mainchain

Overall

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

254 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

254 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

254 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350

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

d. Secondary structure & estimated accessibility

=S AN, —HIEEE VAR —mm—m AN

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

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

AAAAA A BAAAAAAAAAAAAAAA AAAIAA AARAAAANAAAAAAAAAATIAAAABIRIAAAAII AN AAAAAAAARAAAAAAAAA AAAAAAATIAAAAA
ALAVEGPGWADPDNVVLHVANA | | GRYDRTFGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRLCTSTTESE

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

pdb3tgu_06.ps
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R . d t Page 26
pdb3tgu

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

o

% 80 -

g 60

8 401

< 20

o

354 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 354 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440
Residue number

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

g

g 4

<

Q2

S

354 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

MANNE AN - AN AN/ =

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

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

BEAAAAAAAAAAAAAAAAAAAAAAAAAARTRAAANAAAAA
T T T T T T T T T T T T T T T T
VKRAKNHLRSAMVAQLDGTTPVCET I GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP | EQLLDYNR I RSGMYWI

f. Max. deviation (see listing)

+ ++ *opkk 44 ++ +* * *koo4 4
Kk xkkEkx K K kkkkx K K Kkkk KKk KX Kk Kk Kk Kk k ok kA

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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 80 85 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

18 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

18 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

L~ e B\t

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

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

H AFABARREAAA AABAAREABAAAAAA EAARE AAAAAAATE AAAAAATABAAAAAAATIAAAAAA
T T T T T T T T T T T T T T T T T T T T
CPGAEDLEI TKLPNGL | ASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVD

f. Max. deviation (see listing)

+ +* + * + o+ + ++ + + ok 4
* % *x x * %k * * ko *x * % KkEkx ok kk * % *

g. G-factors

Chi3 & chi4
Omega

Dihedrals [
MChbonds []
MCangles []
Mainchain  []

Overall [1

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

118 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

NN\ — - B—B— Y\

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

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

AAAAAANAAAAABIAABAAAAAAAAAAAAAAAAAAATIAAAAA AAAAAAAAAAAA ‘ ) AAAAAAAAAAAAATTIABIAAAAIA A )
TVMEY L LNVTTAPEFRPWEV TDLQPQLKVDKAVAFQSPQVGYL ENLHAAAYKTALANPLYCPDYRI GK | TSEQLHHFVQNNFT SARMALVG | GVKHSDLK

f. Max. deviation (see listing)

++ ++ *5 44 * Kk g *o4 o4 * 4 +* + * + ++¥ 4+ 4 +
K kK KKKk F KAk kK kkk Akk K AKAKKKK KAKAKKKK kK * % * % X Kk kkk KRk K KKk K K *

g. G-factors
(F;*p]ii- Scihi 2 EENEEN | = o H e
# H

[

[

[

[

[

Chi3 & chi4
Omega

Dihedrals [T

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

Mainchain [T

Overall [1

N
[l
ERREN I
T I
ENEEE \
[TTIT] \
[TITT] [T,

118 125 130 1

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

218 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

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

d. Secondary structure & estimated accessibility

o ~\/\/ e /N —

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

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

: ‘ B AAARNAAAR NAANAN A ‘ ‘ : ‘ ‘ N EAANE ARAABAAAA AAAAABABIAAAAAAAAAA
QVAEQFLNI RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY S

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[T
MChbonds  [TTT[]
MCangles  [TTTT]
[1T
[1T

Mainchain [T

Overall [1

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

318 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

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 Generous ll Disallowed

Bl AA AAAAAAAATIA  AAAAAAAAAAAAAATL  AAAAAAAAAAAAAAAAAAABIIAAAA AAAAA AAIIAI AAAAAAAAAAAANBINAAAANAAAAAAA
DSGLFGFYT I SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKAKNQLKATYLMSVETAQGLLNE I GSEALLSGTHTAPSVVAQK I DSVTSADVVNAAKKF

f. Max. deviation (see listing)

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

Phi-psi Cl H Lﬂ 3l [ [T H
Chi3 & chi4

Omega
Dihedrals

MChbhonds [T]
MCangles [

Mainchain [T

Overall [1

pdb3tgu_06.ps
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Resid t -

pdb3tgu

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

o

g 80

£ 60

g w0

< 20

o

418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 418 425 430 435 2 10 15 20 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

418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65

Residue number Highlighted residues are those that

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

P AR A e A%

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

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

M AAAAAATL AA AAAIAA AABAAAAABAAAAABRIIIAAAAAABABIAAAAA ‘ : AAAAARAARAAABAAAAAAA
VSGKKSMAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL | DLPAPSN | SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAH

f. Max. deviation (see listing)

577
- SR SR SO 1< R SURS & % r ot fo . ¢
g. G-factors
Phi ] N | ] |
Aty ik pasaEalitaccls. .
Chi3 & chi4 [ [ [ |
Omega [T [ [ [
Dihedrals  [TTTTTITIITITIITITIITT] [T T T T I T I T T T I T T T T T T T T T T T T T I T TTITTT
MCbonds [T T T[T T I T[T IITITIITT] T e P e e T e P P P P P P T P T
MCangles [T T T A T A T T T T T T T T T T T P T T T T T T T
Mainchain [T T T[T TIITTTITTTII11] [EEEEEEEEEEEEEEEEEEEEEEEEE SN
Overall M\ \\\\M\\\\M\\\\\\\\\\ \\\\\\\\\J\\\\J\\\\J\\\\J\\\M\\\\M\\\\\\\\\M\\\\M\\\\M\\\\J\\\\J\\\\
418 425 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

70 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

Omega abs. mean dev.
N

70 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

Zeta abs. mean dev.
N A OO

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

A\ VA VA VA VA VA WA VAs s VAN A VA VA VA VA Wept)d VA WA B20\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAATE : ‘ : i A AAR ABABAAAAAA i i i i i NV%NM%NW{ITNTVAM%
TCRNVQYGWL | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNGQMSFWVGATV I TNLFSA | PY | GHTLVEWAWGGF

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [T T
Chil-chi2
i e ] ;
Omega [ [ [ [
Dihedrals [T T T T T T T T T T T T T O C T T T TP T T T TP T T T T T TP T T T T T T T T T T T T T T T
MCbonds (T T T T T I
MCangles [T P e P P P
Mainchain [T T T T T T T T T T T T LTI T T O LT TP T T T T T T T TP T T TP T T T T T T T
Overall EEEEEEEENESENEENEEEESEEE SN NSNS NSNS NN NN NN NN NN NN NN N
70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

—ANNNANNNS — e AN N\

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

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

ABAAABAAAAAABAAAAAAA  AMAAAAAAAAAAAAATIAA  AAAAAAATIAAATAAAAA
T T T T T T T T T T T T T T T T T T T T
SVDNPTLTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI SSDSDK | PFHPYYSFKDI LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPH I

f. Max. deviation (see listing) .
5 +
S PUIE TR UL U S ST o S T P IIS (1P A R Crr

g. G-factors
Phi-psi . T | Cl T |
Shilone aslEbasl aEtal o
Chi3 & chi4 [ [ [T [
Omega [T [1 [T [
Dihedrals [T [T T T T T T T T AT T LT T T T T T T P T T T T T LT T T T T T T T T T
MCbonds [T 1T 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 T T e P P T T e T P T P T T
Mainchain [T T T[T T TP T T TP T L T L T T T T T LT T T T T T LTI
Overall \‘HHHHH‘HH\‘H\H‘\\H\‘H\\H\H\‘\H\H\H\‘\H\\‘\\\CH‘H\H‘HHHHH‘H\H\\HHHH‘HHHHH‘HH\

170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

C = cis-peptide

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365

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

d. Secondary structure & estimated accessibility

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

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

AIAAAAAAAAAAAAAAAIAA AAAAAAATINAAAAAAABIAATAAARAABRIIAAAAAAAAAAAAAAAAAAAA AATIIAAAAAAA  AAAAAAAAAAAARIAAAA
KPEWYFLFAYAI LRSI PNKLGGVLALAASVL I LFL I PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQVMASLSYFTILLILFPT

f. Max. deviation (see listing)

+
* %

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

Chi3 & chi4
Omega
Dihedrals ]

[TTTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTTT
[TTTT

Mainchain  []

EEEEE 1 [ \

NN i H I

EEEEE il ] \

EEEEE I [ I
Overall [ TTTITITTT [TITTTT I
270 275 280 285 290 295 3
C = cis-peptide

pdb3tgu_06.ps
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Resid t -

pdb3tgu

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

o

% 80 -

g 60

8 401

< 20

o

370 375 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 370 375 3% 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

370 375 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number Highlighted residues are those that

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

BAv— o A e e G ——

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

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

| GTLENKMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GV THTEAEAKALAEEVEVQDGPDENGE

f. Max. deviation (see listing)

o
+ + ++ + + + *r o pp + + + + 4+
*****************************************************
g. G-factors
C
Phi-psi Il
P H [ [l W
Chilonly
Chi3 & chi4 I
Omega | H

Dihedrals  [TTTTTTTTT

T I I T T T T T T T T I T T P T LTI T T T I
MC bonds T e e P TP P P P e P T TP TP TP T T T 7T
MCEHQ"SE% T e e e P P T T T T T P P P T T T T T T P P T T T T T T T
[EEEEEEEEEEEEEEE NN NN NN NN NN
[EEEENEEEENEEE NN NN NN

Mainchain  [TTTTTTTTTT]

I

I

|

Overdl  [IITTTITIIN L
370 375 380 5

C = cis-peptide

pdb3tgu_06.ps




PROCHEC

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
N A OO ©

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 36

Residue properties
pdb3tgu

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

80 8 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

80 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

80 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

N\ A

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

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

ABAAA : ‘ : I AAAAAAAAAAAAA ‘ ‘ ANAANA AAAAR /\/\/\ITI/\/\/\/\‘H_I/\ AABAANEBAAAAAA ABIAA
L FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPPIYNEI LEYDDGTPATM

f. Max. deviation (see listing)

******

g. G-factors
| M | HEN SN NN CEE
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 TR T TR T
I T T A T T T T T A T T T T T A
e e e e e e e e e e e e e e e T e e e e e A e P 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 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
EEEEEEEENESENEENEEEES SN NN NSNS N NN NN NN NN NN NN N NN
80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

pdb3tgu_06.ps




PROCHECK

Resid t e
pdb3tgu

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

o

% 80

£ 60

g w0

< 20

o

180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 180 185 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25
Residue number

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

g

E o

g 4

N

180 185 190 195 200 205 210 215 220 225 230 235 240 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

NANNN— NN VAV VAV R~

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

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

SQI AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQTS

f. Max. deviation (see listing)

+ + +
+ + T T * 4 + + * + o+ ++ o+
*% ok Kk Kk kK kK Kk KKK KKk KKK KKk * kk xk * Kk Kk ok AkkkAE

g. G-factors

Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1

pdb3tgu_06.ps
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Residue properties
pdb3tgu

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

29 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

29 35 40 45 50 5 60 65 70 75 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

AAARAARARNARNA SR\ A ———— -

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

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

SEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLALSK | EIKLSD | PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVK

f. Max. deviation (see listing)

+

g. G-factors
Phi-psi [l [ T
Chil-chi2 ] HH,,
Ch3Wia fﬁ EEEN]
mega i HEEN
Dihedrals [T T T T I T T T I T LT T T LT TR T LTI T T T LT T LT T T T T LT R LT T T I LTI T T T T [T TR ]
MCbonds [T T T T T T T T T T T T T T T T T
MCangles [T e e o
Mainchain [T TT T T T T I T LTI T LTI T LTI L T LT LT LTI LT LI T LI T LTI
Overall O T I T T T T T T T T R
29 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125

pdb3tgu_06.ps
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Residue properties

pdb3tgu

Page 39

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

129 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

129 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

129 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

i T e i

s — AN

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

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

ABEAAAAA ARANE AAAARNA AN AAATR HAWMWWWHI/WW
KPEWV | LVGVCTHLGCVP | ANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG

f. Max. deviation (see listing)

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

g. G-factors

(F;ﬁi_ -Scihi 2 (i W T ,#I,:II ,,I,,ﬂID:-]:HI
Chilonl

Chi3 & chi4
Omega

Dihedrals [

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

Mainchain [T

Overall [1

\ I

I I

\ \

I \

I I
129 135 1A

EEAAAAAAAAAAAA
T T T T
GRLMDR | RKWYYNAAGFNKYGL

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

pdb3tgu_06.ps




PROCHECK

Resid t -

pdb3tgu

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

o

% 80 -

g 60

8 401

< 20

o

32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10
Residue number

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

g

E o

g 4

N

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 10

Residue number Highlighted residues are those that

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

W N VOO R AN ONANAR~ T ——

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

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

MRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRI L PKEQWWKY EEDKPYLEPYLKEV | RERL EREAWNKK IHFGNLARVRH

f. Max. deviation (see listing)

+ + * * *ok + +* 4+ 4 + * 4 kx4 4
* % * ok Kk k K kk Kk Rk kkkkkK  KKAKK KKK Xk K Kk x kk kK Kk K kx K

g. G-factors
Phi-psi [T . 5 [ rl
Chil-chi2 L]
ik i |
Dihedrals [T T T T T I T T T T T T T OT T T T T TP T T TP T T T TP T T I LTI T T T [T
Ve A A A E A D RRAEEREAEAE
Mainchain (T T T T T T T T T LT T T LT TP T TP T TP T TP T ITT T [TITTTITITTTT]
Overall G L T L T L T T T T T T T T L T LTI T (I
32 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10

pdb3tgu_06.ps



PROCHECK

Resid t e

pdb3tgu

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

o

% 80 -

g 60

8 401

< 20

o

13 20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 13 20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30
Residue number

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

g

g 4

N

13 20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30

Residue number Highlighted residues are those that

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

T — ANANARNANRNANNNNG == U =N A =2

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

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

AAAAAAAAAANATIFARAR
I 1 TYSLSPFEQRA | PN | FSDAL PNVWRRFSSQVFKVAPPFLGAYLLY SWGTQEFERLKRKNPADY END ELVDPLTT | REHCEQTEKCVKA
f. Max. deviation (see listing)
+ * *H+++ +
+ o+ ++ * 4 * 4 L *p4 + + + +  * 4+ + +
SO USSP ST SIS SN & 5.5 oSN SURE. SN S SO - SO ..
g. G-factors
Phi-psi N
ps o T IZZIZI_H IZE |
Chilonl
Chi3 & chi4 I []
mega [ [
Dihedrals [T T T T T T T I T T T T T IO T T T T LT T I T I T T T T T T LTI I I T T I T T
MCbonds T T T T T T T I T T T T Y A
MCangles [T T T P P P T T A e e e
Mainchain (T T T T T T T T I T T T T T O T TP T TP T T TP I T T T I T T T T T T
Overall OO T T T L T T LT LT T T LTI LI T T T T ) O LI LTI
13 20 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30

pdb3tgu_06.ps




PROCHECK

Resid t .

pdb3tgu

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

o

% 80

£ 60

g w0

< 20 IJ

63 T T

34 40 45 50 55 60 65 70 75 5 35 40 50 55 60 65

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 34 40 45 50 55 60 65 70 75 5 35 40 50 55 60 65
Residue number

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

g

E o

g 4

N

34 40 45 50 55 60 65 70 75 5 35 40 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

NANA = AVAVANUANA g \Y V V L
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABAAARTEA
RERLELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHKL FNKLK ALSVAARS UUUUUUUUUUUU PLLCRESMSGRSARRDLVAGI
m nnnnnnnnnnnn
e kkkkkkkkkkkk
f. Max. deviation (see listing)
;
x4+ + + * * ++ o+ o+ + +4+% 4+ * * * + ko4
I SUNE SIS SR TR P PUE - S S SN & 4 R SR I
g. G-factors
(F;*p]ii- -Scihi 2 T T [N T (TR o T T o
Chilonl
Chi3 & chi4
mega
Dihedrals [T T T T T I I IT T I T I T T T I I IIITT111] [EATTTTT] OO OO T T T T T T
MCbonds T T T T T T T I T T e A T T A
MCangles [T T T T P T e T e
Mainchain [T T T T T IT T T I T T I I T I ITITT111] [ITTTTTT] O] LTI T T T T T
Overall O L T T L T L T T L T T LI T T OO0 O I T LI T
34 40 45 50 55 60 65 70 75 5 35 40 50 55 60 65

pdb3tgu_06.ps



PROCHECK

R . d t Page 43
pdb3tgu
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
&
67 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
£
© e 75 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
E o
g 4
N
67 75 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

— WEARRZS=— NN S A —

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

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

AAAAAAAATIA
SLNAPASVR ALLRQA“(SAL FI‘?RTSTI‘:ALTV\‘/LGAVI‘_FERAI‘:DQGAIZ‘)AI FEIL|LNEGI‘<LWKHI‘ KHKYI‘EASE
f. Max. deviation (see listing)
+ * +

+4+* + *ox 4+ o+ 4+ * R 44 + * ++ ok ok

seoNS M6 5 S U SUPT S S U TR+ S A A

g. G-factors
ohi Ave
i-psi | -0.35
Chil-chi2 H 7"H H 7"H L‘H#: -0.14
Chilonly 0.07
Chi3& chid [ ] I [ [ [T 052
Omega [T ] [T [ [T 0.59
Dihedrals [T TTTT] T T T A T T T T T T T T T T T T T T T T I T T T A T T 1] [0 011
MC bonds N T T A A A T T T T T T A 0.64
MC angles m H\\H\H\\H\H\\H\H\H\\H\H\\H\HHHHHHHH\HHHE0-43
Mainchain  [TTTTTTTT] T T T T T T T T T T T T T T T T T T T I T T T T [ 052
Overall (O] O T L T T T T LTI LT T ) [ 0.28

67 75 10 15 20 25 30 35 40 45 50 55 60

pdb3tgu_06.ps



PROCHECK

Page 1

Main-chain bond lengths
pdb3tgu

1914

Aouanbai4

111 115 119 123 127 131 135

122 126 130 1.34 1.38 142 146

1914

fousnbai4

120 124 128 132 1.36 140 144

1914

Aouanbai4

156 1.60 1.64

CA-CB
(Alg)

F

1.48

1914

Aouanbai4

140 1.

155 159 1.63

CA-C
(Gly)

47 1.

1.47

139 1

1914

fousnbai4

CA-C
(except Gly)

148 152 156 1.60 164

140 1.

1914

Aouanbai4

N~
10
—
[92]
L0
—
—~ [©)]
[e) L <t
oy o
<>
oo <Q
[ —
pzd W o
3 i
N~
Lo
—
o
o
M —
[e)]
= Aouanbai4
3
i
=
(o]
L0
ma -
oF o
< =
o= ©
-
—
i
Q
3
< —
-
[e)]
= fouenbai4
8
-
—
©
—
N~
m = /000 i
0% ?
<<=\ i
oL o
= <
—
n
<
—
—
<
< -
-
3
Aouanbai4

146 150 154 158

1914

fousnbai4

49 153 157

N-CA

(Gly)

1914

Aouanbai4

134 1.38 142

41 145 1

133 137 141

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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PROCHECK

Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
1535 — 1535 — 1535 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘l-TGM 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)
1535 — 1535 — 1535 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 18 133 138 107 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)
1535 — 1535 : : 1535 B
o) o) ) :
& & o] ;
> >3 >
8 g g |
LL L LC !
105 110 115 fgt;d 125 130 135 107 12 17 122 17 152 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
1535 — 1535 — 1535 —
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 ‘15‘1% 130 135 95 100 105 1'!.0‘ 115 120 125 94 99 104 109 114 119 124

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

Main-chain bond angles
pdb3tgu

CB-CA-C N-CA-C
(therest) (except Gly,Pro)
1535 — 1535 : ;
) ) |
& & ; ;
> > |
g g |
- L ]
95 96 101 106 111 116 121 126
N-CA-CB
(Ala)
1535 —— 1535 —
5 | 5 |
o) ] o) g
> i > | |
g | g |
L i i L A K
96 101 106 111 116 121 126 95 100 105 110 115 120 125
N-CA-CB N-CA-CB
(Pro) (the rest)
1535 — 1535 ——
%) i )
& Pl &
> ol >3
g i 8
LL 0 LL
88 93 98 103 108 113 118 95 100 105 110 115 120 125

Black bars> 2.0 st. devs. from mean.

1535

Page 2

Frequency

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)
1535 ; ;
3 .
o) |
>
g .
L .

96 101 106 111 116 121 126

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

RMSdist f I ity
ARG ASN ASP
207 : 207 ; 207 !
2 3 5 i g 3
o) | o) | o) |
> 0 > | = |
8 | 8 | 8 |
L i w i R i
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
GLN GLU HIS
207 ; 207 ; 207 ;
9 | ) | 3 |
o) | o) | o) |
> i = | > I
g | 8 | 8 |
LC ! L | L !
000 001 002 003 004 005 000 001 002 003 004 005 000 001 002 003 004 005
PHE TRP TYR
207 ‘ 207 ‘ 207 ‘
3 1» 3 3 3»
3 3 g i g 3
o) | o) | o) |
> i = | > I
g | 8 | 8 |
L i w i R i
1 |
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: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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PROCHECK

Distorted geometry
pdb3tgu

Main-chain bond lengths

N 1451 CA

1515
FGly 10

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

Main-chain bond angles

1112 1112 N 12 ¢ N M2 ¢ N M2 ¢ N 1118
CA CA CA CA
A Hls 189 A Thr 347 C Tyr 110 ClLys111 C Asn 207 C Pro 209
1125 111.2 1112 1112 1125 1112

122.5 121.3 122.7 1214 125.5 122.8

F Gly 25 N HIS 189 N Thr 347 N I|e428 R Gly 143 R A|a148

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

Planar groups
CB B CB « CB CB
0.039 0.052 0.045 0.039 0.040 0.032
A Tyr 414 CPhe 34 CTyr 76 CHis 197 CTyr 224 C Tyr 279
cB cB cB cB cB =
0.062 0.048 0.043 0.039 0.038 0.037
D Tyr 33 D Tyr 90 D Tyr 149 D Tyr 220 D Tyr 221 D Trp 227

pdb3tgu_10.ps



PROCHECK

Page 2
Planar groups (contd)
cB cB cB B cB B
0.035 0.038 0.041 0.032 0.037 0.040
F Phe 26 G Tyr 56 G Tyr 59 N Trp 40 N Tyr 280 P Phe 34
i CB l CB
CB CB CB CB
0.038 0.032 0.040 0.054 0.056 0.042
PTyr 76 P His 98 P His 197 P Tyr 224 QTyr 33 QTyr 90
cB CB CB cB
0.040 0.031 0.035 0.037
Q Tyr 149 R Phe 10 SPhe 26 T Tyr 56

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

pdb3tgu_10.ps



