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Ramachandran Plot
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Plot statistics

Residues in most favoured regions [A,B,L] 1474

Residues in additional allowed regions [a,b,l,p] 318

Residues in generously allowed regions [~a,~b,~l,~p] 0

Residues in disallowed regions 0

Number of non-glycine and non-proline residues 1792

Number of end-residues (excl. Gly and Pro) 19

Number of glycine residues (shown as triangles) 136

Number of proline residues 102

Total number of residues 2049

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
1be3
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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
1be3
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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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Phe (84)

Met (44)

Chi1-Chi2 plots
1be3

Lys (95)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Main-chain parameters
1be3

% 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 1792 82.3 66.5 10.0 16 BETTER
b. Omega angle st dev 2036 53 6.0 3.0 -0.2 Inside

c. Bad contacts/ 100 residues 267 13.0 20.0 10.0 -0.7 Inside

d. Zetaangle st dev 1913 30 31 16 0.0 Inside

e. H-bond energy st dev 1321 0.9 1.0 0.2 -0.6 Inside

f. Overall G-factor 2049 -04 -0.8 0.3 1.3 BETTER
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Side-chain parameters
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a. Chi-1 gauche minus b. Chi-1 trans
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Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 196 28.9 27.3 6.5 0.3 Inside
b. Chi-1 trans st dev 622 238 26.4 53 -0.5 Inside
c. Chi-1 gauche plus st dev 801 22.3 25.0 4.9 -0.6 Inside
d. Chi-1 pooled st dev 1619 237 25.8 4.8 -04 Inside
e. Chi-2 trans st dev 505 25.0 25.8 5.0 -0.2 Inside
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Residue properties
1be3

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
5 20 b. Absolute deviation from mean of omegatorsion
©
5
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S
o

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D
1

5 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 Al e e RAAAE. A\ S

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

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

A, AAA ARIA AA
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Residue properties
1be3

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

5 100
% 80 -
£ 60
8 401
< 20
o
105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

AAA AA,
AL SKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNY LHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAA

f. Max. deviation (see listing)

g. G-factors
C
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ME e FHHHHHR A R e e A
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105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

C = cis-peptide
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Residue properties
1be3

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

80
60
40 -
20

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12

3 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

3 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

N\ T N\ R

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

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

GGLEHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCRFTGSQI CHREDGL PLAHVA | AVEGPGNAHPDNVALQVANA | | GHYDCTYGGGAHL SSPLASI AAT

f. Max. deviation (see listing)

* + *
R LY
KRk KKk Kk Kk ok Kk KKk

r+
.

g. G-factors
F’hi.- S NN [TTTT [
e e R fritadi
Omega \Hﬂﬁ HH h RN AT [ l:fIle IIH EET
Dihedrals T T T TT T T I 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 I T T T T T T T I T T T T I T]
ME B RN HENEEMENEEE EE EES HESSCENSEEETEECHNSE MEBSH SHSEA EE-CHSNE H CENSE-EESNSHN HSHeBCEES
Mainchain BT T T LTI IO T T T T T T T T T T T W T T T T T I T T I T T T T I T T T T T T T T T T T T T T T I 1]
Overall O T T T T T T T T T T T I A T T T T T T T I T T T T T T T T T T T T T T T T T T I TT T TR TTT BT T IT]
3 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
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Residue properties
1be3

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

& 100
g 80
e 60
éf 40
< 20
o
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
E 18-
8 12-
® 61
£
© 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
&
% 12
9
g 6
R
S
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAA,
NKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCT SATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI A
f. Max. deviation (see listing) .
+66 + +
e v sy mur o anchabn Beer vy e ad e e et e T e
g. G-factors
Phi-psi . T T 1
A P N e W A ot
Omega -::i:h [T T T I:::H:f:l [T [
Dihedrals T T T T T T T T T PR T T T T T T T T T T
Mggﬁg&iﬁ HENENENEENNE BN NEN N NNEE EENNY N ENNNS NN NNEN EENEEEEEEENECN EECEENNEENEEENEES EEEN T T
Mainchain T T T TT T T T TTT W0 TR [T IT I T T T T I [T T T T T T T T LTI I T T T T T T T T [T T T T 11
Overall [T, TR T, T T Il LT T I T LT I T T T T L T el T LT T T T T I L LI 1]

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

1be3 06.ps




PROCHECK

Resid t o

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

o

% 80 -

£ 60

8 401

< 20

o

405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number

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

&

T 12

E o

S

g 6

N

405 410 415 420 425 430 435 440 445 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

ARSI TR EE P IR el e

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

f. Max. deviation (see listing)

++ + +* + * 4 * * + *
* *x K * * * * % * % *ok koK * *

g. G-factors
C
Phi-psi . = Nl [ [T [TTHE
B SECTUSRPLINIEN e P
chig & chia N Eaun mE ] | | o N
ega | N BN BN il i | | NN RN
Dihedrals T T T T T T T e e T I T e [T
MC bonds
MC angies (a1 ato- ot ol ol e oot 1
Mainchain T T o T T[]
Overall \\H\‘\HH‘\HH‘\H\\‘\I\H‘IC\H‘\IH‘HH\‘H\H‘H BT T T T T L T T TR e T I e T TR T T T
405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
C = cis-peptide
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Residue properties
1be3

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

& 100
% 80 -
£ 60
8 401
< 201
o
65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 65 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
o
g 12
9
g 6
R
S
65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AAAAAAA, AAAA
TSHLLRLASSLTTKGASSFKI TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV | ENLH
f. Max. deviation (seellstlng) .
+ 4 +
de L edf D e e B odeeden sfeeel n el s i
g. G-factors
Phi_-si_ T ] ] [N
Ay B e e e e e e
Omega H i H:I = H\i\HH I::::H\ [ H
Dihedrals  [(TTT T T T T T T T T T T T T T T T T T TR T T T T T T T T I T T I T T LTI T T T I T T
MCage TR EMRNSEREEE EAENTRERER-  EENNERENENRERNEEEACS NSNS BECEMSAEE BT RN EEEEECE
Mainchain T T T T T LTI 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 [T T 1]
Overall T T T T 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 I T T T T T T IT T I T T IT I T TTTT]
65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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Residue properties
1be3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

S VN e NN e s e —

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

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

.
g. G-factors

Phi-psi . [TH [] [ BT [

. et b
Omega :::i:h H:ﬂ [ [T HH I [T H\hH [ [
Dihedrals [T T T T TT T T I T I R I T T T T T T T T I T T T T T T T I I T T T T T T I T T T I I T
MC o aaetTobotal T a1t

Mainchain [T T T T T TR0 T T T TIT 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 TR T T[]
Overall LT T T T A T LT T T T T T T T I T T T I T T T T A T A T T T T T T T T T T T TTT T T T T T I

0 195 200 205 210 215 220 225 230 235 240 245 250 255 260

165 170 175 180 185 19
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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o
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Residue properties
1be3

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

80
60
40 -
20

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

PAAAYNE AR emtt— AR DA

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

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

ANEEAAAAAAAAAA Bl AAAR ABNABAAAAAAAAAAAN AANTEAFAAR ERAAAAAAAAAAAA
GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGL FGFYT | SQAASAGDV | KAAYNQVKT | AQGNLSNPDVQAAKNKL

f. Max. deviation (see listing)

g. G-factors
F’hi.- S N EENEEENESEEE SN NN
T e e e e i
Omega I H [ [ t::i \h [T m I:::j
Dihedrals [T IT T T T I T T T T T T T T T T LTI T T T T T I T T T B T T T T T T I T T T T T LT T T I T T I T]
AR "HES EN EBSBSEERCEEESSECESEESE CHA""HES EECRSSSEEE B ERSRSETER"ESEESESSESER EEEEEEEEE
Mainchain [T T T T T I T T IO T LTI 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 T T T T T T T I T
Overall 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 I T T T T T T T T T T T T T T ITTTTT]
265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

1be3 06.ps




PROCHECK
Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
e 60
g w0
< 20
&
365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
o
% 12
9
g 6
R
S
365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 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
NS NN AN AN L S
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A AAAAAIAAA ‘ AAAAA BAAAAAAAAAAAAAAAAANBMAAAAAAAAR AIAAARL ARl AIAAAA
KAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRKSMAASGNLGHTPF I DEL MTNI RKSHPLMK I VN
f. Max. deviation (see listing)
g. G-factors
Phi-psi i B [T H SE
TR [
Gmega ' m _ - B EEEE" EEEn-EmmeE e
Dihedrals [T T T T T T T T T T T T T T I T I T T T T T T T T T T T T T T LTI T T T T T T I 1]
MG Spies B ENENEEE EENENESEEI EENEEHSNENHENSNESEESENENSSSSSE HESSCEES HE HH
Mainchain T TT T T LTI T T T T T T T T T T TP P T T T T T TP T T T T T T T T T T
L0 T 1 T Y
365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15

1be3 06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 10

Residue properties
1be3

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

80
60
40
20

16 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

24
18
12

16 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

16 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

XONINININNINN\N— -

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

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

AAAAAAANE AAAAABAARAAAAAAAAAAAARIIAAAR AAABINAAAAA
NAFI DL PAPSNI SSMNNFGSL LGI CL | LQI LTGL FLAMHYTSDTTTAFSSVTHI CRDVNYGNI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWNI

f. Max. deviation (see listing)

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

g. G-factors
i- o | _NEEEEE N [T 1] T ]
Gt AR S P
I3&CI4H [ [] [] [] [ [ [ I [T ,ﬂ\\ [
mega NN REEC RN BERD [1 EESENE |l [T [l [ [
Dihedrals T T T T T T T T T T IO LT 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 T T T T T T
ME a0 a3
Mainchain (T T T LT TR T T T LTI T T T T T T T T T T T T T T T TP T T LT TP T T T T T T T T I I T I
Overall T T T e T T T T T T T P T T P T P T T R T T e T T T T T T T T I T TR T T T T TR T T ]
16 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

1be3 06.ps




PROCHECK
Page 11

Residue properties
1be3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

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

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

AAAAR AAMMAAAAAAAAAN AAAIAAAA  ARRIRIRAAAAAAAAAAAAAAAAAAAAAAAAAAAAATL ABAIA ABIIAA
GVI LLLTVMATAFMGYVLP\NGQ\/ISFWGATVI TNLLSAI PY | GTNLVE\NI\NGGFSVDKATLTRFFAFHFI LPFI IMAIAMVHLL FLHETGSNNPTGI SSDV

f. Max. deviation (seelisting) .
* 5+
IO IR T TO T T L UUE TN s SR TUE L 2 LS Lok s SUOTE 1Lt TOUE TE T T Lo E Lo TR IO S eI
g. G-factors
Phi_-Si_ ] N
Sl L itz ulf T axfadaiaaee et
I3 & chid 11 [ T [ [ ] [ [ [1] [ [ 1]
Omega 11 [T [NERRC RN i [ | \H.:,,j .:i:I
Dihedrals HH\\H\HHH\\HH\\H\HHH\H\\H\\|\HHH\H\\H\H\\H\H\H\\H\HHH\HHHHH-HHH\
e e BN REE B EEEE EENNEEETEEEE R EEEE R T ERCnERER R EEERE R EERETRUERTEERREEE
Mainchain [T T T T LT T LT [T ET T T L L T T L T LT T T LI T T T L LR L LT LT T T T R T T P T T LTI T R T I T e T T
Overall \‘\H\\H\HHH‘\H\H\\H\HH‘H\H‘\\H\‘H\H‘HH\‘H\\H\H\\H\H\H\\H\H\HHHHHHHHHHHH
116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

1be3 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 12

Residue properties
1be3

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

80
60
40
20

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

216

30
24
18+
12

216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

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

12
9
6
3

216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

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

d. Secondary structure & estimated accessibility

= S ANANINA NN s — N\ AN ——

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

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

AAA
DKIPFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSM

f. Max. deviation (seelisting)
5 4

*
+4 + + +

+ * 4 4 e+, * 44t K * ++* * 4

Kypy K KQx Kk + 4% KKK GER QL 4 b KK pg gREE LpRRQukkkgprkx gy T T I

* kK kx * %%

.

Khkk kK kKKK KKk Kh K KAk k*k Kk Ak KA KA KKKk Ak KA Rk AR KAk A * KRk Kk KKK KKK R KKK K KK kK Kk k% Khkkkkkkkkkkkk Kk k

g. G-factors

Phi-psi ] u [T ] ] EREEEN
i i
Omega [ [Tl BERERE RE" o SR "Eama-aE N mH e
Dihedrals [T T IR T T T 1T T T T T T ool T o T T T o T T T o T Tl W T T T [T T T T T FRER T T T
MCage T ot o o T HH ot
Mainchain [T T T T T Tl T T T T T T T T T T T T T T o Tl T T T T T T T T T TR
Overal  ETT TR T T T T T T T o, T T e T, I e T e e T T T T LT T T R T LI T

216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

1be3 06.ps




PROCHECK
Page 13

Residue properties
1be3

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

& 100
% 80
e 60
g w0
< 20
o
325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
£ 18-
8 12-
® 61
£
O 316 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
o
% 12
9
g 6
R
S
316 325 330 335 340 345 350 355 360 365 370 375 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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ ARBARAAAAA  AAAAAAAAAAAABNAAAA AAAAAANT JAA\TAVA I TAV AVATRITAY : ‘
MFRPL SQCL FWALVADLLTLTWI GGQPVEHPY | TIGQLASVLYFLL I LVLMPTAGT | ENKLLKW SDLELHPPSYPWSHRGLL SSLDHTSI
f. Max. deviation (seelisting)
+ 4 +
sroatnasbr o L e e e e SLn L nn
g. G-factors
Prizps T T — 7
e AR el IR cEzaRicRs BEE et gt s
Gega " HEEHHHH it H i HH H
Dihedrals [T T T T I T T I T T T IO TR T T T T T T LI T T T T T T T T TTTT] A T T T T
R EMREEE"" B BESEMECEESCHES EEEECES EESSESESSS: BESSEEEERS e e
Mainchain (T T T T T T T I T T T T T T T T T T T T T T T T T T T T TT1 [EEEEEN EEENNEEEEEENEEE BN
Overall [T T IL I TG T[T LR [ T L L T LR T T LI T ENEEAE EENEENENNENENE NN
316 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25

1be3 06.ps



PROCHECK
Page 14

Residue properties
1be3

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

% 100
% 80 -
£ 60
8 401
< 20
o
27 3 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
£
O 27 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion

12

Zeta abs. mean dev.
D

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

MNNAA————= ENAAN, A

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

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

RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDY

f. Max. deviation (seellstlng) H
+ * + 1
fir*r::*:*:ff:“::: o 95: T T T R R I T R LI N R IR NI I
g. G-factors
Phi RSN N T ] [ (]
Qoo H 8 g adal abaSauaEEEAaERaE Elad
8hl3&cl4 | ] [ [ 1] [ ,,j [ ] [ [ 11
mega [ 0 [1 NERYEEEN [ [ [ [ =T
Dihedrals [T I T T T T T T T T T T TR T T T T T T T I T T T T T T e T T T T I T R T [T T T [T T T TR 1
MERee T e i e e et e T e ] et
Mainchain [T T [T T I LTI T I T I TP T T I T LT T L I T LI L T I T T T I T I T I I T I T B T T I T T T I T T LI T P B LT T T LT T 1]
o T 5 L O O
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

1be3 06.ps



PROCHECK
Page 15

Residue properties
1be3

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

% 100
g 80
e 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
5 20 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12
® 61
£
O 127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion

12

Zeta abs. mean dev.
D

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

=i AR AANANANS

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

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

AAMBAA BAABARL p EEAMEAR ARA AREAAAAARAAAA. E : : ‘ : ‘ ‘ ‘ : ‘ :
VFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPP I YNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML LMMGL L L PLVYAMKRHK

f. Max. deviation (see listing)

g. G-factors
Phi-psi T T W] | T [ [
Gl = Gxazms : e
Chi3 & chi4 ] [ ] [T
Omega I:,i H I [ [T
Dihedrals [T T T [ o0 W] [T T [T T T T 7] [ o] o [T T I T T T T T T T T T T T T T L LT LT T LT I T T T
S R ERBREREEREEARE B ACRERE RS EEENRENTENREEEE EEMTENREERE NESRES ERE REENTESEC NEERERE'D
Mainchain [T T[T T T T T T I T LT 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
Overall \\HHH\‘H\\H\H\H\H‘HH\\HH‘H\H‘\H\M\\H‘\HH‘H\H‘HH\H\H‘HH\‘H\H‘HH\‘HHHHH‘\HH‘H

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

1be3 06.ps



PROCHECK

Resid t -

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

o

g 80

e 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

5 20 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

£

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

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

&

© 12

E o

£

g 6

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 NGy

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

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

AAAA
WSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVV SQFVSSMSASADVLAMSK | E

f. Max. deviation (see listing)

.y . R
. - e e P S S

R S S 5 S 5 S 5 JUR S SO SN SO SO
g. G-factors

Phi

Chil-chi2 ::::HJ % H 7‘H F 1] H [ H :ﬁ

Ch3Wia | N Il ‘ T N

| chi

Gmega [T T o e n - “EamEm | I 5

Dihedrals  [TTTTTTTTELTTIT] ERENNAN ANNANE N)DEANEANEANRIEEANNANEANNT ARANEARIANNINE) RENRERRERN AN ]

MC bonds EEENEEE NN NN NN SESESSNENNNNARNNNNNGNAE SHN_NHGAEWENEEANEEN

MEaoe bt e EERENEERTNCE EUEESE EEEYS EEETHEET EAEEE

Mainchain  [TTTTETTTTTETTT] EEANEANNANNANNT ANARNANEANNAN I RINNANEANSANNARANNEAN 08 SN) AERNSENNRANTAREi]

Oveal  [ICITTTITITIETT INNENENSENENNNS N ENESNNNISNSAENENNN NS RENNNNNNNESEN NNNNSNNENEANANEE N
227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

1be3 06.ps



PROCHECK

Page 17

Residue properties
1be3

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

& 100
% 80
e 60
g w0
< 20
&
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
o
% 12
9
g 6
R
S
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AANNANAA ANBINARIAA AA ‘ ‘ : ‘ ‘ ‘ ‘ A AARNA BANAANN Bl AAANE : ‘ :
| KL SD | PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV | L | GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGR | RKGP
f. Max. deviation (see listing)
g. G-factors
i-psi [T [T T T []
i S T T
mega -+ ELECCHHH _ Raman “HamnmmmsmmE E mmunn ma" o “En"mam
Dihedrals [T T TR T T T T T LT T T T T T LT T T T T I T T T T T T T T T T T T R T T T T T T T T T T T I T T T T[]
ek RES ERBSEEMERBEEEEEES HESERBESESSRSESESS"BEBSEERSEECHCHS" EESEESHSEENESE-EENSRSSSENERERCESCREEET
Mainchain  (TT T T T I TT T T T T T T T T T T T T T T T T T T T T T T T T LTI T I T I T T T I
overall [T T T T T T LT T T T T T T T T T e T T LT T e T T T T T e T TR T LI T T T
76 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

1be3 06.ps
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Residue properties
1be3

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

% 100
% 80 -
£ 60
éf 40 -
< 201
o
185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 176 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
&
g 12 4
£ 97
4 6
RS
S
176 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that

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

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

APLNLEVPSYEFTSDDMV I VG AV SASSRWL EG| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRI KRALDL SMRQQ

f. Max. deviation (see listing)

.
+ + 4+ o+ + * + o+ L +* * * + 4
Tewy TIELELL T PSS SR 4 P SN =
g. G-factors
oo _
T T Ty o
Ch3Wia ! H RN HH N RN N
| chi
mega aman S W m T o SN EERERNEN | m
Dihedrals TR T T BT CEi EAEEANENNRANNA N ANNINNANNGES NS ANRANEANNNNEINNIEEEEEEARRARARREE]
MCbonds [T O O T
MEanges  CEH T R EENNNERESSNEEEEET NN REANUE CHENCCEREEEEE T EE EES ATEAT S EEE
Mainchain [T T T T TTT] ERINANRANRANNANAANNANN ARANNEN" ANNANRANAANEN 0§ EEENSEANSAREANET]
Ovedl  [EITETIITITETIIIIIN ECCO IO T I T ERT FEET T T T R FRCET [T T T BEER B T T T TTTTITT]
176 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

1be3 06.ps



PROCHECK

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

=
o
o

Residue properties
1be3

Page 19

80

Chi-1 abs. mean dev.

74 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

g 2

£ 18-

8 12-

® 61

£

O 74 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number

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

&

© 12

E o

£

g 6

R

S

74 8 85 90 95 100 105 110 5 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

+ * ++ ++ * + 4+ *
B e SN S
g. G-factors
Phi-psi
Chil-chi2 F i) HH Hfi
Chilonly | |
Chi3 & chi4 ] [T [T
Omega miim 11 HEEN
Dihedrals ORI LT LTI [T I [T LRI [T [TTT
MC bonds EEEEEEEEE NN NN NN
MCages T immm - e
Mainchain (IR R LTI T I T T T[T
Overall 5
74 8 8 90 95 100 105 110

e BN AN —

C—0 —AANANANNANNy

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

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

| LPKEQWTKYEEDKSYLEPYLKEV | RERKEREEWAKK

f. Max. deviation (see listing)

BAA AABAAABAAAAAAAAAAAANBIIIIBAAA BIAAAAAAAAARRIAABIAAAAA

GRQFGHLTRVRHV I TY SL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVAPPFV

Kok kg KKk KK KK KKK KKK KKK
Khkkkkkhk Kk kkhkkk Kk khkkkkkk*k*

E?
2

[EEEECE NENNENENNNNENCCEEEEC H

10 15 20 25 30

1be3 06.ps
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Page 20

Residue properties
1be3

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

& 100
% 80 -
£ 60
8 401
< 201
o
54 60 65 70 75 80 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
£ 18-
8 12
® 61
£
O 54 60 65 70 75 80 20 25 30 35 40 45 50 55 60 65 70 75
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Main-chain bond angles
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Distorted geometry
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Main-chain bond lengths

C 1231 O

C 1329 N C 1231 O C 1329 N N 1466 CA
1.336 1.272 1.154 1.395 1.409
Aleul22 AGly201-AGly202 AGly238 AGly238-ASer239 A Pro249
C 1329 N CA 1530 CB CA 1525 C CA 1530 CB CA 1525 C
1.389 1.586 1.605 1.459 1.452
A Ala295 - A Ser 296 A Met 335 A Met 343 A Met 343 B Phe 50
CA 1521 CB CA 1530 CB C 1231 O C 1231 O CA 1525 C
1.571 1.608 1.176 1.152 1.442
B Ala106 B Cys178 B His 198 B Ser 261 B lle 436
N 1458 CA CA 1530 CB C 1231 O CA 1525 C C 1329 N
1.398 1.583 1.292 1.459 1.403
CLeu 21 ClLeu 49 CSer 64 CSer 64 CHis 97-CVa 98
C 1231 O C 1329 N N 1458 CA N 1458 CA CA 1540 CB
1.166 1.252 1.538 1.362 1.431
CLeu102 Cleu121-CThr122 C Thr 122 CThr 174 Clle280
CA 1530 CB CA 1530 CB CA 1525 C N 1458 CA CA 1525 C
1.477 1.620 1.596 1.376 1.425
C Leu 303 D His 23 Dlle 26 Dlle 26 D Ala101
CA 155 C CA 1525 C CA 155 C N 1458 CA C 1231 O
1.460 1.456 1.466 1511 1.151
E Ser 56 E Ser 60 GlLeu 7 GlLeu 7 GAsn 79
CA 155 C C 1231 O C 1329 N CA 1525 C C 1329 N
1.604 1.140 1.419 470 411
H Cys 30 HLeu 77 HLeu 77-HLys 78 Jlle 42 Jlle 42-JTyr 43

Main-chain bond angles

C 1227 ca N 125 ¢Cc ¢ 2.7 CA C 1227 ¢ca N 12 ¢
132.2 1255 132.7 131.9 100.9
N CA N N CA
AGly 72-A Asn 73 A Gly 201 A Tyr223- A Asp 224 A Thr 230 - A Leu 231 A Val 268

Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
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Main-chain bond angles (contd)
1217 1105 1217 N 1112 C ¢ 1217 ca N 1125 C
CA N CA
A His328 - AMet329 A Met343 AArg389 A lle390 AVa 402  AGIn418-A Cys419 B Gly 54
N
B Leu 230 B Gly 231 B Ile436 C Phe 181 - C His 182 C Pro 265 D Pro 7 D Tyr 48 D Arg 49
1125 1217 116.2 1206 1217 ¢cp CB 1101
W W W W W W
DGIy 73 ELys 52- EAsn 53 E Ser 56- EGIn 57 Ellel36- EGIy137 GHis 6- GLeu 7 GGIu 22
1105 CB cA 116.2 120.8
GH|s 28 Iva 72 I Pro 73 Jlle 42

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

Planar groups
B CB . B i CB
0.031 0.021 0.034 0.031 0.033 0.030
A Trp 262 C Arg 100 C His 182 D Tyr 33 D Tyr 45 E His 161
T, |
0.029
K Asn 16

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