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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1542 84.2%
Residues in additional allowed regions [a,b,l,p] 234 12.8%
Residues in generously allowed regions [~a,~b,~l,~p] 38 2.1%
Residues in disallowed regions 17 0.9%
Number of non-glycine and non-proline residues 1831  100.0%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 140
Number of proline residues 109
Total number of residues 2099

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
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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.

PsS

Intm_03.



PROCHECK

Page 2
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
Intm

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
&

g 80 @ 20

g g

B 60 S5 151

1S B

£ 3

g 40 S 10

3 3

g 2- £ s

G 0]

[¢5)

-08) T T T T T I T T T T T 1
& 10 15 20 25 30 35 40 10 15 20 25 30 35 40
° Resolution (Angstroms) Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion

8 60 @17.5—
o
S $ 1251
= 40- =
g & 1004
9 30+ g
g 5 7.5-
= i )
g 2 D 5.0-
3 &
o 10 g 25
N
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
e. Hydrogen bond energies f. Overall G-factor
2.0 1.0
=
S
T
3
g <]
O -
g 8
& b
o
e
@
5
&3 -2.04
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
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 1831 84.2 78.2 10.0 0.6 Inside

b. Omega angle st dev 2087 35 6.0 3.0 -0.8 Inside

c. Bad contacts/ 100 residues 28 13 9.0 10.0 -0.8 Inside

d. Zetaangle st dev 1959 43 31 16 0.8 Inside

e. H-bond energy st dev 1374 0.8 0.9 0.2 -0.3 Inside

f. Overall G-factor 2099 0.0 -0.6 0.3 19 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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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 219 22.0 21.8 6.5 0.0 Inside
b. Chi-1 trans st dev 610 214 220 53 -0.1 Inside
c. Chi-1 gauche plus st dev 821 18.6 20.5 4.9 -0.4 Inside
d. Chi-1 pooled st dev 1650 20.3 212 4.8 -0.2 Inside
e. Chi-2 trans st dev 555 204 22,6 5.0 -04 Inside
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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100 c. C-aphachirality: abs. deviation of zetatorsion
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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
A A it et e AAYE A\ g ii—
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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f. Max. deviation (see listing)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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100 c. C-aphachirality: abs. deviation of zetatorsion
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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
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 ”
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion
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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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e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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f. Max. deviation (see listing)
g. G-factors
,1r [HT [ BT

i i Eam i il
A T T T T T T I T T B T T T T T T T T I T T T T T T T T T T T T T T T T I I T T T LTI
A T e e e e e PP e P P e P TP TP P P T TP TP PP PP P T TP PP I T T T IT
A T A A e P T T T T T A PP T T A T T T P P T T T A T A T P T T T T T A T P P P T T T T
[EEEEEEEEEEEEEEEEEEEE NN NN NN NN
OO T T e e T T T T T T T I T T T L T L L T T T T T T T

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

Intm_06.ps




PROCHECK
Page 4

Residue properties
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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.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion
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Zeta abs. mean dev

S e Lo s B e B e e B e o P s B s W P e
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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (see listing)
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Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
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&
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Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 167
E 12-
8 8-
P 41
£
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Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
]
% 80
L 60-
g 40
?é 20
S
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
AN\ Sy ) —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ ‘ ‘ A BEAAABAAAAAAA : ‘ A AAAAABABAAAAAA AAATIE AAAATIA
EVDARVVREVCSKYFYDQCPAVAGFGP | EQL PDYNR I RSGMFWLRF VPPHPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENS
f. Max. deviation (see listing)
g. G-factors
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ar PEEEE R
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Residue properties ”
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
g 80
£ 60
(%) _
g w0
< 20
£
61 70 75 8 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
5 16
E 12
8 8
o 4
£
© @ 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
© 80_
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g 40 -
&
% 20
N F__'-W‘JT-_‘*_-F_-F_FH_'F'LF"F-'F‘#» T S T l*'_'*
61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
NNLGTSHLLRLASSLTTKGASSFK | TRGI EAVGGKL SVTSTRENMAYTVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQLR I DKAVALQNPQAHV |
f. Max. deviation (see listing) .
+ 4
U T O S S O S S L T S LSO S SOOI ST ST ORI SO 77 SR LT oF"
g. G-factors
Phi-psi T M
St " g
Chi3 & chi4 I i I
Omega [T = [ [
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
% 80
e 60
)
g w0
< 20
£
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
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© 1a 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80 -
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g 40-
-c% 20
S
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGVSHPVLKQVAEQFLN I RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAE
f. Max. deviation (see listing)
g. G-factors
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

- 100
o)
'§80—
= 60 1
g 40+
-c%ZO—
S
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
: ‘ : ‘HAA/‘\J_IT/\JTV\AAN‘\AAA/\/‘\AN_H_I_VV\/‘\NW\/‘\/\/W‘ ‘ : ‘ : ‘ AREABAAAA
SAA | GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAA
f. Max. deviation (see listing) .
7
T S OO S O LAY Lo S0 ¢ SO SN ST ST ST s S LSNP E oI
g. G-factors
D
i [ [ [ [ |
Gloe HaBEEHAESaEE fifa e
Chi3 & chi4 I I I I
Omega [ H [ [T H [
Dihedrals [T T T T IT T T T T P TP T TP TT T LT T e T TP T T T T T T T T LT TP T T T T T LT LT T T T T T T T T
MCbonds T T T P T P P P T T e T P P T T T P T T T ]
MCangles [T T T T T T T T P e T P P T P T P T T T PP T T T T
Mainchain \HH\HHH\HHHH\HHH\HHH\HHH\HDHH\HHH\HHH\HHH\HHHHHHHHHHHHHHH
Overall 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 IT I IT T ITITTITITTTT]
261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

D = D-amino acid

Intm_06.ps




PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80
e 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 16
£ 12
£ 8
o 4
£
O 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 80
£ 60+
g 40
?é 20
S
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MAABEANNN — NN NN == B
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAAATIAAAA BAAAAAAAAAAAAAAAAAAAAAAAAAAAA
kNKLKAGYLMSVESéEGFLbEVGSéALAAéSYTP}‘DSTVL‘QQI DA\‘/ADAD\‘/I NAAP‘(KFVS(‘BRKSMAASGNI‘_GHTPI‘:I DEL TN RKSHPLMK
f. Max. deviation (seelisting)
4
s, i, it iniie, i Pl R RERIET R
g. G-factors
Phi-psi [ L [
: rrori o
Omega [ [ B \Hﬂ [T [
Dihedrals [T T T T T I I T T T T T T T T T T T T P T T T T T T T T LT T T I TP T T T I T T T I IO TITT T
ek RAMARAREEMERSNSESENSNSESERSNSESSESNSESSNSNSRSENSRSRSESERSESEEEREEEEEE" BN HHHHHH
Mainchain [T T T T T T T I T TP T T T T T LT TP T T TP T T TP T T T T T I [EEEREEEEEEE
Overall [T LI T LI T T L L LT T L T T T L] (I TITIE
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

Intm_06.ps



PROCHECK
Page 10

Residue properties
1ntm

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

13 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

: 100
80
60
40 -
20

Zeta abs. mean dev

T-_-_I'-*'F'.‘ﬂ-—‘_l.. T T B T T |.‘_1._‘!_—l'.—-|'__l__1__1'-'
13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

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

AAMAAFAABABAABAAAAAAAABIAAAR AAATAAA
T T T T T T T T T T T T T T T T T T T T
I'VNNAF I DLPAPSN| SSMWFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLET

f. Max. deviation (see listing)
+7

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

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

Overall [

Intm_06.ps



PROCHECK

80
60
40
20

Omega abs. mean dev. Chi-1 abs. mean dev.
e}

Zeta abs. mean dev

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

: 100
80
60
40 -
20

Page 11

Residue properties
1ntm

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

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omegatorsion

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

WWAVA V) VA VA Ve VA VA VAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAR /\/\/\/\/\/\/\/\/\/WﬂT AAFHAAAAAAAAAAAAAAAAAAAAAAAAAAAANAAA  ABIAAA
T T T T T T T T T T T T T T T T T T T T
WNIGVILLLTVMATAFMGYVL PNMGOMSFWGATV I TNLLSA I PY I GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAMVHLLFLHETGSNNPTGI S

f. Max. deviation (see listing)

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

:ﬁ:

Intm_06.ps




PROCH

Omega abs. mean dev. Chi-1 abs. mean dev.

Zeta abs. mean dev

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

: 100

ECK
Page 12

Residue properties
1ntm

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

80
60
40
20

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

80
60 -
40
20 1

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

ER= NNNANNNRE /g — AN AN AN

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

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

AATIA
SDVDK 1 PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQ

f. Max.:deviation (seelisting)
+ 5 + + 6

Kok gk GR Rk 4 + +4 H*EFEQ 44
kKKK RAKKKKKKAKAK K KAKKKKKKAKE Kk

g. G-factors

chi4

ain

\ \
\ I
\ \
\ I
C TTL]
213 220 2
C = cis-peptide

Intm_06.ps




PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
£ 60
8 401
< 20
o
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 161
£ 121
8 81
P 4
£
O 313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 80
£ 60+
g 40
?é 20
S
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
|
—ANNANAZIANNNN AN S
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
BEAAAAAARARNARA ABABAAA
I‘?SMMFRPI‘_SQCL l‘:\NALVADLLTI‘_TWI GéQPVEHPY I TIGQLASVLYFLLILVLMPTAGT | ENKLLKW SDL EI‘_HPPSY‘HNSHI‘?GLLS‘SLDH
f. Max. deviation (seelisting)
J
Drronoamng o, i e e e : oLl
g. G-factors
D
Phi T
e BN asSVaEHIE e RS s . e ”
Omega H H H H H HH H
Dihedrals [T T T T T I IT 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 TITT 17 [T T T T I T T T
MChbonds (T I T T T A A A T T T
MCangles [T T T AT T A A T T R A e e
Mainchain \\HHH\H\\H\HHH\H\H\HHDHHH\H\HHHHHHHHHHH\H T T T T T I T T TITTTTT
overall [T IO I T T LT T e L L L T LI TR T T LI T[T LI T]
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

D = D-amino acid

Intm_06.ps



PROCHECK
Page 14

Residue properties
1ntm

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

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

80
60 -
40
20 1

Zeta abs. mean dev

T-d-—dT—--T—-hT—-d!-u-TJ._d*-H-hT——-T-L-TH-h.H.L_-T--*--hT....#.J.-*-A-T-h-u!.-—-#.--!—__
24 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

AN N AN 1 —

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

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

TSIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGG

f. Max. deviation (see listing)

* * 44
T T
* kKK Kk

*
+ * * * % * 4

*

Kokok ok kKK Kk kKKK *

+* +
Lok kkx xkk * 4 * kK 4
Kk KKKk K KKK K KKK KK KK KK

g. G-factors

Phi-psi . EECEENN [ BE ] [T |

Chil-chi2 ]
Chilonly | | |

Chi3 & chi4
Omega

Dihedrals

LTI T T P [T T T T LTI T T T T
MC bonds [T T T T T T
MCangles [T T

EEEEEEEEEEEEEEEEEEEN NN NN
[T I T T T T I T I T T I I T T T T ITILTTT

Mainchain

Overall

Intm_06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

100

ECK
Page 15

Residue properties
1ntm

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

80
60
40
20

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

80
60 -
40
20 1

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

= AR A A AR

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 T T T T
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQA | GMAPPI YNEVLEFDDGT PATMSQVAKDVCT FLRWAAEPEHDHRKRMGLKML LMMGL LL PLVYAMK

f. Max. deviation (seelisting) ;
3

+ + ¥ 1-+ 1-’*+ ++ * :+* + 4 +* 6 *+*: + T * 44 E* +* 4 b+ 4+ f +* : **:£++ + +:
g. G-factors
D

Phi-| EE N EEEEN o]
i, R TR e e e airfildie
Omega [ \H HHﬁH [T [ [1 [
Dihedrals  [(TTT T T T I T TTT T T IO T T T I T T T T T T T T T TR T T T T T T TP T T TP T T I T T T I T
ik RAMERBEEEMESEEESS NSESEEEEESS  EESEY U8 BESESSESNSESSNSNSESSNSRSESSNERSESENERSSSENERSESEREREEEN
Mainchain\\H\\H\H\\H\H\H\\H\H\\H\\D-H\H\\II\H\H\\H\H\\H\H\HHH\H\HHHHHHHHHHHH
Overall [T T T T T T I T I T T T T T T e e T T T T T T T T T T T T T T T T T T T T T T T T T I T T T

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

D = D-amino acid

Intm_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Page 16

Residue properties
1ntm

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

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
§80—
L 60-
g 40 -
c%zo—
S B}
224 230 235 240 5 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
SN )= E Ay
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAAAAAAAARIAAAAAAAAA
RHKWSVLKSRKLAYRPPK SHTDi KV PDI‘:SDYRI‘QPEVLI‘DSTKS‘SKESSI‘EARKGI‘:SYLV'I"ATTT\‘/GVAYAAKNV\‘/SQFVéSMSASADVLAMS
f. Max. deviation (see listing)
g. G-factors
i-psi 0 T
sl g 2 asiale
Chi3 & chia [ | 1 i
Omega [ [ = [
Dihedrals [T TITTTIITTIITT] [EEEEEEEEEEEEEEEEEENEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEE NN EEENEE]
MCbonds [T T T T
MCangles [T AT T T T T T T T T T T T T
Mainchain  [CTTTTTTTTTITTITITT1] ENEEEEEEEEEEEEEEEEEEEN NN EEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEENNENNEEEEEEE |
ovedl  [TTTIILITIITIIIIL T T
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

Intm_06.ps




PROCHECK

Page 17

Residue properties
1ntm

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

& 100
% 80
e 60
)
g w0
< 20
£
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ 8
o 4
£
O 73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o
% 80 -
£ 601
g 40
?é 201
S
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
o g SN s %
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FAAAAAAAAA A : ‘ : ‘ ‘ ‘ ‘ : ‘ : ‘ ‘ ‘ : Al AAABIAA_AAR
K1 EIKLSDI| PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GVCTHLGCVP | ANAGDFGGYYCPCHGSHYDASGRI R
f. Max. deviation (see listing)
g. G-factors
Chii_-scihiz -1 F
Chilonl
Chi3 & chi4
mega
Dihedrals  [(TTT T T T T I I T T T T T T LI T T T T T LT T T T T I T T T O T T TP O T T T T T T T T I I T T
MC bonds 0 T T A T T T T T T T T A I
MC angles T e e e e e e e e e e e e T e e e e A e e e e e e T T T T T T T A T T
Mainchain BT T T T T T I T T TP T T T T T LT T T T T T TP T TP T TP T T T T T T
overall  EITTT I I LI L T T T T T T T T L L L T T L L T T LI T T T I T T T T T T T
73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Intm_06.ps




PROCH

Dihedrals [T

[T
MChbonds  [TTT[]
MCangles [T
[1TT
[T

Mainch

Overall

ECK
Page 18

Residue properties
1ntm

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

g 100
% 80
e 60
g w0
< 20
o
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
£ 8
o 4
S
O 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
© 80_
§ 60_
S
g 40
-c% 20~
S
173 180 185 190 195 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

b WAV -/ — A\ SN\ AN AN

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

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

BEAAAAAAA BEAAAAAAAABAAAAAAAAANAAAAAAAAAAAAAAAAAAANT
KGPAPLNLEVPSYEFTSDDMV I VG VSASSRWLEGI RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFRI KRALDL SMR
f. Max. deviation (see listing)
+ +
+ +* + 4+ * 4 ++ + + * x4 * o+ 4 + * 44 +F ok pr g +%x
‘

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

ain - [T]

Intm_06.ps




PROCHECK
R . d t Page 19
1ntm
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 20
o
72 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
Ee
E 12
8 8
o 4
S
O 72 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
&
© 80
§ 60
g 40
?:% 20
N 1 T I _!
72 80 8 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

AN/N/N/NZ/ Ny G —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A EEEAAABAAAAAAAAAAAAABABIAAAA  AAAAAAAAAAAAANTIAAA
QQI LPKEQWTKYEEDKSYLEPYLKEV | RERKEREEWAKK GRQFGHLTRVRHV I TYSL SPFEQRAFPHY FSKGI PNVLRRTRACI LRVAPP

f. Max. deviation (seelisting) H .
+ * 7 g* * 4
T Lt L o SO SNIE S SE AP L T UTIE U T Ly Ce T o T oY e Ter o
g. G-factors
D

Phi-psi T T HE EEE
Sic aEin BaaEHaEmEtn . 0
Chi3 & chid [ HEEN| [ [ ] [ [ ]
mega [ 11 [T [1 [ [ [
Dihedrals [T T T I I I T T I T I I rm [T T T T I I I I T I I I T T T
GER R T ]
Mainchain [T T T T[T T I B T I T T T ITTT T ITIITIIITITITL] HD\HH\H\\H\H\H\\H\H\HHHHHHHHHHHH
Overal [T T T IR I LTI T T I I T TITIT] I B W R W W R W R R W R R

72 80 8 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

D = D-amino acid

Intm_06.ps




PROCHECK

R d t Page 20
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
£ 60
8 401
< 20
o
52 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 16
£ 12
£ 8
o 4
£
© = 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
100 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 80
£ 60+
g 40
?é 20
S
52 60 65 70 75 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 === H ==\ AN et NANVAUA e
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
l‘:VAFYLVY'i'\NGTQI‘EFEKSI‘(RKNPA ELVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKL FNSL
f. Max. deviation (see listing) .
8 +5
S L Ceenndiin e D T paa WY
g. G-factors
Phi-psi ] W]
G e all oy m it iR ity
i3 & chi I [ [ [] I [ [ [
mega [ [ [ H [ Hh [ [T [
Dihedrals  [TTTITTTIITTITTTTTIIITIT] T T T T T T R T T T T T T T T T T BT T T T T T T T T I T T T
MCawes CEHHHHHHHHH RN RNRNRARANENEN BRNNANERENRNNNNNNNNENSNAE HENERENRNNNNSNRSNENEEE
Mainchain  [TTTTTTTIITTITTTTTIIITIT] T T T T T T T T T T T T T T T T T T T T T T T T I I
Overal  [TTTITIILITIIT I ITLITIT] O T T T L T T S L L LT LT LI L LT R
52 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75

Intm_06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
e}

; 100
80
60
40
20

Zeta abs. mean dev

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Resid t -
1ntm
a. Absolute deviation from mean Chi-1 value (excl. Pro)
78 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
b. Absolute deviation from mean of omegatorsion
78 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
78 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number Highlighted residues are those that

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

= I C——) I AARRR— Ry
— —/
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D = D-amino acid
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Residue properties
1ntm

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
o b. Absolute deviation from mean of omegatorsion
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100 c. C-aphachirality: abs. deviation of zetatorsion
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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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Main-chain bond lengths
1ntm

C-N
(except Pro)
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.

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

1ntm

CA-C-N CA-C-N

(except Gly,Pro) (Gly)
538 — 538 N
o) oy
& S
> >3
g 8
LL LL
101 106 111 116 121 126 131 101 106 111 1!6 121 126 131
O-C-N
(Pro)
538 538 —
o) oy
& S
> >3
g 8
LL LL
108 113 118 123 128 133 138 107 12 17 12 17 152 137
C-N-CA C-N-CA
(Gly) (Pro)
538 — 538 :
o) oy
& S
> >3
g 8
LL LL
105 110 115 120 125 130 135 107 12 17 -;5 107 152 157
CA-C-O CB-CA-C
(Gly) (Ala)
538 — 538 —
o) oy
& S
> >3
g 8
LL LL
105 110 115 120 15 130 135 95 100 105 I% 115 120 125

Black bars> 2.0 st. devs. from mean.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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538

Frequency
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(except Gly,Pro)
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(except Gly)
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CB-CA-C
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538

Freguency

538

Freguency

538

Freguency

88

Black bars> 2.0 st. devs. from mean.
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Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
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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.
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Main-chain bond lengths
N 1458 CA CA 1521 CB N 1458 CA CA 1540 CB CA 1521 CB CA 1525 C
1511 1.464 1.405 1.461 1.463 1.470
AThr 1 A Ala273 A Asp 281 A Thr 300 A Ala423 B Ser 55
CA 1525 C CA 1540 CB CA 1521 CB CA 1525 C CA 1525 C CA 1525 C
1.582 1.480 1.466 1.456 1.472 1471
Bleu 75 B Thr 86 B Ala151 B Leu 163 B Ala167 B Tyr 168
N 1458 CA CA 1521 CB CA 1540 CB CA 1521 CB CA 1521 CB N 1458 CA
1.404 1.470 1. 1.463 1.469 1.528
B Asn 197 B Ala360 B Vval 372 B Ala388 B Ala425 B 1le 436
CA 1525 C CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C
1.470 1.474 1.592 1.486 1.482 1.582
ClLys 12 CSea 25 Clle 42 CThr 112 Clle211 Clle268
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1521 CB
1.592 1.592 1.485 1.620 1.623 1.428
CVa 356 CVa 364 CThr 371 D lle158 D Thr 175 D Ala177
CA 1540 CB CA 1540 CB CA 1521 CB N 1458 CA CA 1540 CB CA 1525 C
1.590 1.597 1.464 1.519 1.598 1.590
D Val 182 EThr 22 FAla 46 FAsp 57 FThr 81 FGlu 85
CA 1525 C N 1451 CA CA 1540 CB N 1458 CA CA 1521 CB CA 1540 CB
1471 1511 .594 .509 577 .595
F Glu 106 GGly 1 Glle 34 | Met 1 | Ala 23 | Thr 37
CA 1525 C
1.579
| Leu 45

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

Main-chain bond angles
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Distorted geometry
1ntm

Main-chain bond angles (contd)

CA CA A CA

B Met 105 B Asn 170 B Gly 231 B Gly 234 B Ala235 B Phe 435
111.2 111.2 111.2 111.2 111.2 111.2

B I|e436 CAsn 26 CIIeZ68 CHIS345 D Leu 3 DASp 22

N 1112 ¢ N 125 ¢ N 125 ¢ N 1125 ¢ N 2 ¢ N 1125 ¢

CA CA CA CA CA CA
DLys 93 D Gly 107 D Gly 122 D Gly 146 D lle158 D Gly 159
111.2 111.2 111.2 111.2 1112 1217
D Asn 166 D VaI 168 E Lys 23 EVaI 68 E Leu 69 EAla 70- EMet 71

E Met 71 ESer 72 ELys 73 FTyr 83 FGlu 85 GGIn 3

CA C CA A CA
HLeu 27 HAsp 53 | Ala 23 | Leu 26 I Leu 29 | Ala 36
111.2 111.2 111.2
| Lys 46 IArg 52 IPhe 14

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

Intm_10.ps



PROCHECK
Page 3

Distorted geometry
1ntm

Planar groups

LY T

0.022 0.039 0.024
A Asp 378 B His 158 FAsn 27

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