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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1326 76.0%
Residues in additional allowed regions [a,b,l,p] 356 20.4%
Residues in generously allowed regions [~a,~b,~l,~p] 43 2.5%
Residues in disallowed regions 19 1.1%
Number of non-glycine and non-proline residues 1744 1000%
Number of end-residues (excl. Gly and Pro) 22
Number of glycine residues (shown as triangles) 127
Number of proline residues 107
Total number of residues 2000

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
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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
2bcc
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
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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 1744 76.0 53.6 10.0 22 BETTER
b. Omega angle st dev 1987 13 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 195 9.8 32.6 10.0 -23 BETTER
d. Zetaangle st dev 1854 12 31 16 -1.2 BETTER
e. H-bond energy st dev 1274 0.9 12 0.2 -1.1  BETTER
f. Overall G-factor 2000 0.1 -1.0 0.3 3.7 BETTER
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a. Chi-1 gauche minus

Side-chain parameters
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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 249 14.1 318 6.5 -27 BETTER
b. Chi-1 trans st dev 554 14.8 30.1 53 -29 BETTER
c. Chi-1 gauche plus st dev 693 13.9 28.8 4.9 -30 BETTER
d. Chi-1 pooled st dev 1496 14.4 29.7 4.8 -3.2 BETTER
e. Chi-2 trans st dev 442 12.4 285 5.0 -3.2 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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. b. Absolute deviation from mean of omegatorsion
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0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
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R
S
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Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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Residue properties
2bcc

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

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility
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Residue properties
2bcc

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

204 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

204 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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Residue properties
2bcc

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

304 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

304 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

304 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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 Generousll Disallowed

AATAAARTTHATA AAAAAATEAAAAAAAA BAAAAAANTIEARE ABAARIA EAAAAABAAABIAAAAA
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CQSFQTFSICYSETGL FGFYFVCDRMS | DDMMFVLQGQMRLCTS| SESEVLRGKNFLRNALVSHLDGTTPVCED I GRELLTYGRRI| PLEEWEERLAEVD

f. Max. deviation (seelisting) .
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Resid t o
100 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
g 8
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8 4
o 2
S
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Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
404 410 415 420 425 430 435 440 445 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
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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Omega abs. mean dev. Chi-1 abs. mean dev.
N

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties
2bcc

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

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

b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

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

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

d. Secondary structure & estimated accessibility

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

AAAAAAAAANATIIIA  AAABIAAAA AAAA — ANAAAAAARIIAAAAANSI AAAAAAAAAAAAAAIIAIIAAAAAAAIAAAAAAAAAAAIAAAAAAAAAAAAA
SHLLRLASSLTTKGASSFKI TRGI EAVGGKL SVESTRENMAYTVECLRDDVE | LMEFLLNVTTAPEFRPWEVADLQPQLK I DKAVAFQNPQTHV | ENLHA

f. Max. deviation (see listing)
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g. G-factors
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Residue properties
2bcc

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

=
o
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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

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 N e

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

equence & Ramachandran regions & Most favoured = Allowed [ Generous l Disallowed

AAAT IIAAAAAIAAIAA AAAAARIAAAA
AAYRNALADSLYCPDYRIGKVTSVELHDFVQNHFTSARMALVGLGV SHPVLKNVAEQL LN | RGGLGL SGAKAKYRGGE | REQNGDSLVHAA I VAESAAI G

f. Max. deviation (see listing)

g. G-factors
Phi EEENC L | EEREEEN | mC T T ] N
giteye B o . e’ eate o EiEEy
Chi3 & chi4 I I [ [ 117 1=
Omega [ [ [ [T [T [
Dihedrals [T T T T I T T T T T I LTI T T O T L T T O T T T T T T T T T T T T T T T T T T T T T T T I
MCbonds T T T T 1
MCangles [T e P P T P T P
Mainchain (T T T T T I T T T T TP T T T TP T TP T PP T T T T T I I T
Overall T I T T T T T T I T T T T T LTI T T T T T T T T T T T T T T T T T T T T T T TT T T T I ITTTTTTIT]

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
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Residue properties
2bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

266 275 280 285 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

266 275 280 285 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

266 275 280 285 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380

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

d. Secondary structure & estimated accessibility

GAEANAFSVLQHVLGANPHVKRGNPFDV SAFNASY SDSGL FGFYT | SQAAYAGQV | KAAYNQVKT I AQGNV SNENVQAAKNKLKAKY LMSVESSEGFLEE

f. Max. deviation (see listing)

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

Chi3 & chi4 I
Omega [T
Dihedrals [

[T T T T T T T
MC bonds [T T T T T[T o
MCangles [T T T
[T T I
[T TIT I IT I

Mainchain  []

Overall {1

2bcc_06.ps




PROCHECK

Resid t o

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

o

g 80

e 60

g w0

< 20

o

382 390 395 400 405 410 415 420 425 430 435 2 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

P 21

S

o 382 390 395 400 405 410 415 420 425 430 435 2 10 15 20 25 30
Residue number

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

g

E o

g 4

N

382 390 395 400 405 410 415 420 425 430 435 2 10 15 20 25 30

Residue number Highlighted residues are those that

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

TG VY A i 1t © o

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

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

T T T T T
VGSQALAAGSYNPPSTVLQQI DAVADADYV | KAAKKFV SRQK SMAASGNLGHTPFVDEL APNIRKSHPLLKMINNSL | DLPAPSN I SAWWN

f. Max. deviation (see listing)

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

Phi-psi [EEEEEEEEED

Chilonly

Chi3 & chi4
Omega

Dihedrals [T

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

Mainchain [T

Overall [1

2bcc_06.ps



PROCHECK

Omega

Dihedrals [T T T I T T T T T T I T T T T T T T I T T T
MC bonds [T T T T T T T T T T T
MCangles [T T T
Mainchain [T T I T T T T T T LT LT T T T T T T T

[T T T I T T I T I LT T T T T T I T TTTTT

Overall

Chii_ -Scihi 2 mE [ NN WA RN H H:F:,,:- H:::#:

Chi3 & chi4

Page 10

Residue properties
2bcc

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

% 100
% 80
e 60
g w0
< 20
&
34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
o 34 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
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 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility
NNNNNNNN--N\r=

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

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

AAAAAAABAAAAA N‘H AAARAAAAA  AAAAAAAAAAATR
T T T T T T T T T T T T T T T T T T T T
FGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYV

f. Max. deviation (see listing)

++ +
" * % * * % * *

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

2bcc_06.ps




PROCHECK
Page 11

Residue properties
2bcc

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

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

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

AAN A /\/‘\/\/\N_I/‘\/\/\/\/\/‘\IT NTFIN‘HAA EREEAAAAAAAAAAAAAAAAAAA A i .
L PWGOQMSFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGI TI IHLTFLHESGSNNPLGI SSDSDK | PFHPYY SFKD | LGL

f. Max. deviation (seelisting)
+ * 4 89

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

Chi3 & chi4
Omega
Dihedrals

[T
MChbonds []
MCangles [

[
[1

Mainchain

Overall

2bcc_06.ps



PROCHECK
Page 12

Residue properties
2bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

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

d. Secondary structure & estimated accessibility

NS — A —BAAN AN NS

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

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

ARIA AAA
TLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVANL

f. Max. deviation (see listing)

g. G-factors

Phi EEEE (NN | [ RN |

e PN :

Chi3 & chi4 [ [ 1] [ [ [T [

Omega [T [T [ [ [T [

Dihedrals [T T T T TT T T I T I T T T T T T I T T T T P I T T T T TR T T T TP T T TP T T T TP T T T LTI T T T
A EREANEREANBENBSNSNEENSEEEA B BESNESNSENSNSENS NESSENSESNEANSENSNSENSENSNSRSEENSEEsNSERSSEEEEN
Mainchain [T T T T T T T T T T T T T T T TP T T T TP T T T TP T TP T T T T T T T I T T
Overall T T T T T T T T T I T T T T T T T T T T T T TR T T T T T T T T T T T T T T T T T IT T I ITIITTITITTTITIT]

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

2bcc_06.ps



PROCHECK

Resid t -

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

o

g 80 -

£ 60

8 401

< 20

o

334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

o 334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40
Residue number

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

g

E o

g 4

N

334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40

Residue number Highlighted residues are those that

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

N ANAN N AN ——

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

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

|‘_| LTWI éSQPVéHPFl i IGQ\AA‘SLSYI‘:TI LL I‘ LFPTl‘GTLE"\IKMLNY‘ SDLELHPPSYPWSHRGPL SSLDHTS| RRGFQVYKQVCSSCHSM
f. Max. deviation (seglisting) .
+ 99 5
*x * + o+ o+
+ + 4+ 4 *rpkrx 57 4X g Kk kgx 44y ++ ++ + * D44 +
******************************************************************************************
g. G-factors
Ph ??:D ﬁ:l:- ] W W T
Chil-chi2 1]
Chilonly
Chi3 & chi4 I [ [T
Omega [ [T [T
Dihedrals  [TTTTTTT T T T T IPTT IN T T T T T T I I LTI T T T T T T T T T I T T I T T T I T I T I T
MCbonds [T T T T P P T T T
MCangles T T T T T T T T T T T T T T e T T T T T T T T
Mainchain [T T T T T I T T T TTTTPTTTTT I T I TTTTTT] [EEEEEEEEENEEEEEEEEEE NN NN |
Overall LTI T T I T T T T T T T T T IT T T R T AT ITITTTITTT] I T T I T T T T I I T I T T T T TITIITTT1T]
334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40

2bcc_06.ps



PROCHECK

=
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

Page 14

Residue properties
2bcc

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

50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omegatorsion

44

4 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

4 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
N e — AN~
|
Key:- <™ Hélix

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible
e. Sequence & Ramachandran regions 2 Most favoured

d. Secondary structure & estimated accessibility

m Allowed [l Generousl Disallowed

DYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDYVFSLLTGYCEPPTGV SV

f. Max. deviation (see listing) -

9
R DRI e e et ot ptihania. tha
g. G-factors

o [ e M
iy i

T T T T T T T T e T T T T T T T T T T T T R T T T T T T T T A T T T
I T T T T T A A T T A T T T T A
A e e e e e s e e e e e e e e e e e e e e e P T T T T T T P T A T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T T T T I T T T I T
GO T T LT T L T LT T T I T T L T T T T T L L T LI T L T [T T
4 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

2bcc_06.ps




PROCHECK
Page 15

Residue properties
2bcc

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

L NV SONANNRNANRRNRN S ————

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

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

BEAARAAAR
T T T T T T T T T T T T T T T T T T T
REGLYFNPYFPGQA | GMAPP | YNDVLEFDDGT PATMSQVAKDVCTFL RWAAEPEHDHRKRMGLKML LMMGL LVPLVYYMKRHKWSVLKSRKLAYRPPK

f. Max. deviation (seelisting) .
+ 5 +
I B mbnrtr o ot e ey
g. G-factors
Phi [l [ENE HEE NEN ] T EEE EENEEECE CEEE N
e B SIS e
Chi3 & chi4 [ 11 ] I [ [ 1] [ [
Omega [ 11 [ [1 [ [T [ [
Dihedrals (T T I T T T T T T e T TR T T T T T T T T T P I T T T T T T T T T T I T T T T T T T T T
MCbonds [T T T T T T T T T T T T T T T T T T T T T T LT
MCangles [T T T R e e e T T T
Mainchain [T T T T T IT T I I T I IO LI T T LT L L L T L L L L LT L L LT LT L L T L L T T L I L T T L LT L L L LT I T I T T T LT T
Overall \\\\\\\J \\\M\\\\M\\\\\J\\\\J\\\\ \\\\M\\\\M\\\\\\\\\\J\ \\M\\\\M\\\\\\\\\\\\\\\‘\\\\\\\\\\\\\\\J\\\\J\
144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

2bcc_06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
1 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that

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

; R it

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
SHTD | KVPNFSDYRRPPDDY STKSSRESDPSRKGFSYLVTAVTTLGVAYAAKNVVTQFVSSMSASADVLAMSK | E1 KL SD | PEGKNMAFKWRGK PL FVRH

f. Max. deviation (see listing)
\ YRR s

N o i o N
M SO PO Th L NLBSLLL I LG IEIIHLL L L e L L ey
g. G-factors
Phi EH T H #,,I-_ H:H:#
Chil-chi2 [ [ 1]
Chilonl
Chi3& chi4 [ [T I [ [ [ [ TR
Omega [ [T [ [T [ [ [ [T
Dihedrals [T T T T T I TTT T T T IO T T T BT T T T T T T T T T T T T T T T T TR I T T T T T T T T I T T T T I T IIT1
MChbonds [T TTTT T TTTTIIII[] T T T T T T T T T T
MCangles [T ] R T s T e e T e e e e T e A A T e e T e T T T A T T T
Mainchain (T T T T T T T T T T T LT P T TP T T T T T TP T T T TP T T T T T
Overall O T L T T R T T e LT T L T T T T R T T L I T T I T T T T T L)
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

2bcc_06.ps



PROCH

ECK
Page 17

Residue properties
2bcc

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

& 100
g 80
e 60
g w0
< 20
o
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 49
P 21
£
© ;1 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
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
A A ADA
RTKKE | DQEAAVEV SQLRDPQHDLERVKKPEW I L | GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNLEVPSYEFTSDDMV | VG
f. Max. deviation (seelisting) .
++ 4
T T B DUt e S O SNNUUUEE S S FUUUE S SO SUUUUE IS SO =32 == S
g. G-factors
Phi-psi | | [T H REN|
A B il e
Chi3 & chi4 I [ [ 17
Omega [ [ [T
Dihedrals  [(TT T T T T I I T T I T T T T TP T T T T I T T T T T I T T TP T T T T T T T I I T LTI T T T
MCbonds T T T T T T T T T T T T T T T T T
MCangles [T T T T T T T T T T T A T T T T T A A T T T T T
Mainchain (T T T T T T IT T T T T T T T TP TP T P T T T T TP T T TP T T I I T
Overall T T LT T T T T T T T T T T T T TP T T T T T T T T T T T I T T T T T T T I TTTTITTTITTITITITTT]
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

2bcc_06.ps




PROCHECK
Page 18

Residue properties
2bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105

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

ABAA AAABIAAAAA _AAAA AAAAAAAAIAAAAAAIAAAAAAIAAAAAAAAAAAAAAAAAAI.IAAIAAAAAAAAAAIAAAAAAAAAAAAAAAAAAAI
SRWLEG | RKWYYNAAGFNKYGLMRDDT | YENDDVKEA | RRLPENLYDDRMFRI KRALDLNMRQQ | L PKEQNTKY EEDVPYLEPYLKEV | RERKEREEWDK

f. Max. deviation (see listing)

g. G-factors
Phi-psi . m [ |
e N it S el
Chi3 & chi4 [ RN [ [ [ 1]
mega [ [T [T [ [T
Dihedrals [T T T T T T T T T T OO T T T T T T T T T T T TP T T T T T TP T T O T T T T T T T T T T TI)
MCbonds (T T T T T T 1
MCangles [T T P T P P P T
Mainchain (T T T T T T I T T T T T T T T T LT T T T TP T T PP TP T T T T T T
Overall G T T T T T T T T T LT L T T T T L T I L I T T LT T T T T T
10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

2bcc_06.ps



PROCHECK

R d t Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 201
o
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6
8 49
P 21
£
© 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% 8_
£ 67
g 4
RS
S
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
G E— H =AY
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
RQFGHLTRVRHL | TY SL SPFEQRPFPHY FSKGVPNVWRRLRACI LRVAPPFLAFYL LYTWGTQEFEKSKRKNPAYN LVDPLTTVREQC
f. Max. deviation (seelisting) i \
5 : 5 :—285 . .. *: 7
P e, T e B L0 ILE00IIIND LLINIEIRNIY rEE 0 IR
g. G-factors
Phi-psi e N T SRR BN BN
e i aized s
mega O] H o H H
Dihedrals [T T T T I I IT T T T T T T T W T TR T T TP T T T I I T T T I T I
ek RAMARBNEEMENBNSENEES BENERSNSEEEES" BESSNSNSSSSNSRSESSNSNSESSRSRSESEEERERE HHHHHHH
Mainchain [T T T T T T T T T T T T T T T T T T T T T TP T LTI T IIT T [T TTTITITT]
Overall \‘\H\\H\‘HH\‘\\H\‘H\\\‘\ﬁ\\‘\H\\‘\\\HJH\\‘\HH‘\H\\‘H\H‘\HH‘H\H‘HH\‘HH\ (I
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20
C = cis-peptide

2bcc_06.ps




PROCHECK

R d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 201
&
25 30 35 40 45 50 55 60 65 70 75 110 115 120 210
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6
8 49
P 21
£
© 25 30 35 40 45 50 55 60 65 70 75 110 115 120 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
RS
S
25 30 35 40 45 50 55 60 65 70 75 110 115 120 210
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
FAAAANAA =t NANVANA A I | !
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
dllk
EQLEKCVKARERLELCDERVSSRSQTEEDCTEEL FDFLHARDHCVAHKL FNSLK UuvuuUUUUUUUUUUUU  UUUUUUUUU  Uuuuuu
f. Max. deviation (see listing) .
N . . - .
e e et L LT SIS S N
g. G-factors
(Féﬁ{-scihiz [l [l [l
Chilonl
Chi3 & chi4
mega
Dihedrals  [(TT T T T T T IT T I T T T IO T T I T LTI I T T TIT11] CIITITTITITTIITT ] O] T
MCbonds T T T T T T M [ I Yy O
MCangles [T T T P P P [T AT T EE
Mainchain (T T T T I T T I T T LTI T T I TP T T I TTTTTIT I I TITITITT1] MM EITTTIITT ] O] T
overal [T LI LI LT LT I L I L LTI T T LTI 1T T] (OO LI [T W
25 30 35 40 45 50 55 60 65 70 75 110 115 120 210

2bcc_06.ps




PROCHECK

=
o
o

Residue properti
2bcc

a. Absolute deviation from mean Chi-1 val

Page 21

€S

ue (excl. Pro)

80
60
40 -
20

Chi-1 abs. mean dev.

315

10 15 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

10 15 20 25 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

315

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

N AN e N NN N AN/AN/N/N/ N,

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

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

- x5 CH

Dihedrals

MC bonds
MC angles

Mainchain

Overall

TLTARLYSLLFRRTSTFALTIVVGALLFERAFDQGADAYEHINEGKLWKH | KHKY ENK

. Max. deviation (seelisting)
6

+ * 4 + +
* * * * ok Rk * ok ok * ok kkk

6% + KKK Kk + XK 4 XK 4 +
[ RERE H o]
[ 5
T T T T T T I T T T T T T T T T T T T T T T T T I TR
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

Black bars> 2.0 st. devs. from mean.
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Black bars> 2.0 st. devs. from mean. q or ) signifiesdata points off the graph in the direction shown.

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

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

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths

CA 1540 CB CA 1516 C CA 1525 C CA 1540 CB N 1458 CA CA 1525 C
1.607 1575 1.577 1.475 1.508 1.591

A Val 422 B Gly 288 B Asn 290 D Thr 139 | UNK 309 JGlu 60

CA 1525 C N 1458 CA
1.579 1.515

JAsn 61 JAsn 61

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

Main-chain bond angles

CA CA CA CA CA CA
A Tyr 284 A Met 329 B lle 327 Clle 20 CGly 35 ClLeu134
111.2 111.2 111.2 1118 111.2 C N 111.2 C
CA
CTrp 164 CH|5222 CThr 265 CPro 267 CIIe285 D Glu 76
N m2 ¢ N 1112 ¢ N M12 ¢ N 125 ¢ N 1112 1226
CA CA CA CA \V\<
D Asn 150 ESer 21 E Ser 25 E Gly 143 FLeu 13 G Phe 26- G Pro» 27

GlLeu 41 | UNK 110 | UNK 112 JTyr 59 JAsn 61

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Distorted geometry
2bcc
Planar groups (contd)
cB cB “‘ cB cB i ( _ e
0.046 0.032 0.051 0.032 0.032 0.075
FTyr 29 FTyr 38 GTyr 29 GTrp 38 JHis 57 JTyr 59

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