PROCHECK

pdb2bcc

Ramachandran Plot

to have over 90% in the most favoured regions.
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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%
Residuesin 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
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Ramachandran plots for all residue types
pdb2bcc
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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
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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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Lys (84) Met (39) Phe (89)
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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
pdb2bcc

% 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 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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Side-chain parameters
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 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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Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
5
e
&
@
g
S
o

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 1
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

4 10 15 20 25 30 35 40 45 50 55 60 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 T R\ =\ e =

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

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

AA,
YAQALQSVPETQVSQLDNGVRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FLEHLAFKGTKNRPONAL EKEVESMGAHLNAY SSREHTAYY | KALS

f. Max. deviation (see listing)
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Residue properties
pdb2bcc

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

=
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20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N A O ©

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

Zeta abs. mean dev.
N A OO

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
pdb2bcc

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

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N 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

AN P s AR, AT 1

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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T T T T T T T T T T T T T T T T T T
EHQQLLELAQKHFGGVPFTYDDDAVPTL SKCRFTGSQI| RHREDGL PLAHVA | AVEGPGNVAHPDLVALQVANA | | GHYDRTYGGGLHSSSPLASIAVTNKL

f. Max. deviation (seelisting) .
5
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g. G-factors
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Residue properties
pdb2bcc

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

=
o
o

80
60
40
20

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

AABAAARTTHATAT AAAAAATEAAAAAAAA BAAAAAANTIEATE ABAARIA EAAAAABAAABIAAAAA
T T T T T T T T T T T T T T T T T T T T
CQSFQTFSICYSETGL FGFYFVCDRMS | DDMMFVLQGQMRLCTS | SESEVLRGKNFLRNALVSHLDGTTPVCED I GRELLTYGRRI| PLEEWEERLAEVD

f. Max. deviation (seelisting) .
55 +
: + st er o ot s e pnhih
g. G-factors
Phi O ,,..F,, HEEE | 1 ] [T o #1 1 11
eg]# it i TR
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e T
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
404 410 415 420 425 430 435 440 445 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 404 410 415 420 425 430 435 440 445 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
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

A e T HAE 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

EAARR
ARMVREVCSKY | YDQCPAVAGPGP | EQLPDYNRI RSGMFWLR PPHPQDLéI TKLI‘DNGLV I‘ ASL ENYSPGéT | GVI‘:I KAGéRYENéSNLG+
f. Max. deviation (see listing) g
9

Contn i .k B St ot : I

g. G-factors
Phi O T T TR [T [ e ' T T T T i
e LR A il i it
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MCbonds (T T T T T T T T T T T T A A
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Overall LTI I T I T T T T T T T T I T IT T ITTTITT 1] T I T T T T T T I T T I T I I TTTITITITTTT]
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Chi-1 abs. mean dev.

80
60
40 -
20

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

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

AAAAAAAAANTIIIA AAABIAAAA AAAA — AANAAANAAARIAAAAANSI AAAAAAAAAAAAAAIIAIIAAAAAAAIAAAAAAAAAAAIAAAAAAAAAAAAA
SHLLRLASSLTTKGASSFKI TRGI EAVGGKL SVESTRENMAYTVECLRDDVE | LMEFLLNVTTAPEFRPWEVADLQPQLK I DKAVAFQNPQTHV | ENLHA

f. Max. deviation (see listing)

+ *
*
*

g. G-factors

[ T [ Tl T | o

g - :

T T T A T T T T T e T s T T T T T e T T T T T T TR T
I T T A A T T T T T A A T T T T T T T T A A
e e e e e e e e e e e e e A e e e e e e e e e P T T T T P T T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I T I T T T I T T
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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
pdb2bcc

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

Chi-1 abs. mean dev.

80
60
40 -
20

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

e N mm 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)

* +
* * x % ppk g XAy b x4 + S + * * % *xx oy
Kk kkkk Kk kK kkk Kk kKKK Kk K k% * % * ok ok ok * ok ok xx *

g. G-factors
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Residue properties
pdb2bcc

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 | AQGNV SNENVQAAKNKLKAKY LMSVESSEGFLEE

f. Max. deviation (see listing)

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

Chi3 & chi4 I
Omega [T
Dihedrals [

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

Mainchain  []

Overall {1

pdb2bcc_06.ps




PROCHECK

Resid t -

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

o

g 80

£ 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

G 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 | 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

pdb2bcc_06.ps



PROCHECK
Page 10

Residue properties
pdb2bcc

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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 Generous ll 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 | RNLHANGASFFFICI FLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYV

f. Max. deviation (seelisting) ;*1
6 82
R R R Rt R I T I IO s o S T LT ¥ St Lt teen vdd s
g. G-factors
Phi W T | N Ee T T [T 1] ]
Aty R adlEhaepEt
Chi3 & chi4 [ [T [ [
Omega [1 [T [ [1
Dihedrals [T I I T T T T T e T 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 I T T T T I T I T T T I T
e tadas e AAA e AAAAE A e aaAAAR R 43343 e aRaAE e
Mainchain [T T T T[T T I I T I I LI T T L T LT L L LT T L L L L L L L T LT T LT L L L T LI T L T L L T I T L LT T L L LT LT L LT LI T LTI
Overal  [ECTTTTITTTLITI I LI L T LT LT LA T T LT T T T LI TTTLI TR
34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130

pdb2bcc_06.ps



PROCHECK
Page 11

Residue properties
pdb2bcc

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

pdb2bcc_06.ps
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Page 12

Residue properties
pdb2bcc

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 A O ©

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

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

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

TLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVANL

f. Max. deviation (see listing)

g. G-factors

Phi-psi . EEEE (NN | [ [EEEN |

Gifhe ol TR ailatiatsiallafa] .

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 I T T T TP T T LTI T T
ek R AMERBEEEMENSNSENENSESEEEE 5 EESESSSESSESESEES BRSESSNSNSESSNSRSESERERSESERESEESENERESSEREREEEN
Mainchain [T T T T T I T T I T T T T T T T TP T T T T T T TP T TP TP T TP T T T TP T T T T
Overall T T T I T T T T T I T 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 ITIITTITITITTIT]

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

pdb2bcc_06.ps



PROCHECK

Residue properties

Page 13

pdb2bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

334 340 345 350 355 360 365 370 375 380

5 10 15 20 25 30 35 40

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

334 340 345 350 355 360 365 370 375 380

5 10 15 20 25 30 35 40

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

334 340 345 350 355 360 365 370 375 380

Residue number

d. Secondary structure & estimated accessibility

A AAAN A

5 10 15 20 25 30 35 40

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

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

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

T T T T T T T T T T
LILTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY

f. Max. deviation (seglisting)
+ 99

Tewedte o DEAIENLE LB LLANLLAY L
g. G-factors
Ph T m W
e il gl st
Chi3 & chi4 I [ [T
Omega [1 [T [T
Dihedrals  [(TT T T T T T IO T T I T I T T IO T T T TR I I I IT T 1111
VESS  FEFEHTTEH R T
Mainchain [T T T T T T I T T I I TTITTLT LT ITTLITTITTIT
Overdl LTI T T T T T T T T T T T T IT T T AT T AT TTITTTITTT]
334 340 345 350 355 360 365 370 375 380

SDLELHPPSYPWSHRGPL SSLDHTS| RRGFQVYKQVCSSCHSM

5

b SUNE 5 S U SR 5+ S Y
| | IR
[T I I T A I I I T I
[T T T T T T T T P T T P I T )
I A e e e e e e e e e e e e e e e e
[T I I I I I I I I I T I
O L L T T T L T LI T LTI

5 10 15 20 25 30 35 40

pdb2bcc_06.ps
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=
o
o

Page 14

Residue properties
pdb2bcc

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

80
60
40
20

Chi-1 abs. mean dev.

44

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

Omega abs. mean dev.
N A O ©

44

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

44

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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~
| B
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)

o4 *ookp gy * 4 * *
* ok x ok Kk kK AKKK KA K xk *

g. G-factors

pdb2bcc_06.ps




PROCHECK
Page 15

Residue properties
pdb2bcc

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 SONANNRNANRRNRNS ———

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 N [UEREY 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 T T T T T T T T T T P I T T T T I T T T I 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 T LT
MCangles [T T T R e e e T
Mainchain [T T T T T IT T I I I IO LI T T T LT L L LT L L L L LT L L LT LT L L LT L L I T LI T L T T LT L L L LT I T L LTI I L LTI IIT
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

pdb2bcc_06.ps



PROCHECK

R . d t Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 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

; e

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

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

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

N o s o .
M SO PO Th L NLBSLLL I LG IEIIELLL L L e L L ey
g. G-factors
Phi EH NN 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 T T 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 T T 1
MChbonds [T TTTT T TTTTIIII[] T T T T T T T T T
MCangles [T ] R s T e e e e e e e e T e T A T e e T e T T T T T T
Mainchain (T T T T T T T T T T T LTI T T TP T TP T T TP T PP T TP T T T T I T
Overall O T L T T R T T T e T T T L T T T G R T T T T L T T I T T T T
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

pdb2bcc_06.ps



PROCHECK

Page 17

Residue properties
pdb2bcc

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

A 7 e e

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

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

A A AFIA
RTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNLEVPSYEFTSDDMV | VG

f. Max. deviation (see listing)

* %4
4’:«00. F

pdb2bcc_06.ps
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Page 18

Residue properties
pdb2bcc

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 i, S el
Chi3 & chi4 [ RN [ [ [ 1]
mega [ [T [T [ [T
Dihedrals [T T T T T T IT T T T T OO T T T T T T T T T T T TP T T TP TP T TP T T T T T T T T T T T TI)
MCbonds (T T T T T 1
MCangles [T T P P P P P
Mainchain (T T T T T T T I T T T T T T LT TP T T TP T T PP T T T TP T T T T T
Overall G T T T T T T T T LT T L T T T T T L T I T T T LT LTI T
10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

pdb2bcc_06.ps



PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 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
® 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
-g 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 Generousll Disallowed
RQFGHLTRVRHL | TY SL SPFEQRPFPHY FSKGVPNVWRRLRACI LRVAPPFLAFYL LYT\NGTQEFEKSKRKNPAYN LVDPLTTVREQC
f. Max. deviation (seelisting) i \
5 : 5 :—285 . .. *’: 7
3 e, T e B L0 LE00ININD ALLINIEIRIIY HEY 0 IR
g. G-factors
Phi-psi e B T SN NN BN
e i aized s
mega O] H o H H
Dihedrals [T T T T T IIT T T TT T T T T W T TR T T T LT T T T T T T T T T I T I T T I
ek RAMAERBNEEMENBNSENEES BESENSNSEEEES" BESSNSNSSSSNSRSESSNSRSESSESREESERERERE HHHHHHS
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

pdb2bcc_06.ps




PROCHECK

Resid ti -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 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
A AN =t ANANUANA A | | !
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
dllk
EQLEKCVKARERLELCDERVSSRSQTEEDCTEEL FDFLHARDHCVAHKL FNSLK UuuuuuUUUUUUUUUUU  UUUUUUUUU  Uuuuuu
f. Max. deviation (see listing) -
N S . - .
e e et R NI T SIS S N
g. G-factors
(Féﬁ{-scihiz [l [l [l
Chilonl
Chi3 & chi4
mega
Dihedrals  [(TT T T T T IT T IO T T T T I I T LTI I T T IIT11] 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] MITTE T O] O
overal [T LI LI LI LT I L I L LTI T T LTI 1T T] (OO LI [T [
25 30 35 40 45 50 55 60 65 70 75 110 115 120 210

pdb2bcc_06.ps




PROCHECK

R ) d t Page 21
pdb2bcc
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
&
315 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
8 49
P 21
£
© 35 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
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

= I A ARE—ARARARAARNRS

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

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

.

U TLTARLYSLLFRRTSTFALTIVVGALLFERAFDQGADA | YEH I NEGKLWKH | KHKY ENK

n

k

f. Max. deviation (seelisting)

6* + * * 4 + + *

. P O S U S

O o o S S el S S SO 0 NS o SO SRS e

L R L LA PL R AL L Ll

g. G-factors

Ave

Phi-psi || 0.80
Chil-chi2 R . . H L] 0.38
Chilonl 0.03
Chi3 & chi4 I [T 0.49
mega [T [ 0.56
Dihedrals [ A T T T T T T T A T T T T T T I T T T T T ] [0 -011
MC bonds T T T T T T Y A R O R 0.58
MCEHQBE HH\H\H\\HHH\H\HHHHHHHHHHHHHHH\HHH 0.26
Mainchain ] T T T T T T T T T T T T T T T T I T T O [0 0.39
Overall | OO L T L T T L T T LT LT I T T T T B i [0 0.10

315 10 15 20 25 30 35 40 45 50 55 60

pdb2bcc_06.ps




pdb2bcc

Main-chain bond lengths

PROCHECK

9 3 5
— — —
- (@] [92]
Lo L@ L0
— — —
& ) |
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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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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.

pdb2bcc_09.ps




PROCHECK

Page 1
Main-chain bond lengths
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Bonds differing by > 0.05A from small-molecule values. Vaues shown: "idea", difference, actual

Main-chain bond angles
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Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Distorted geometry
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Planar groups (contd)
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Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Vaue shown iSRMS dist.
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