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Plot statistics
Residues in most favoured regions [A,B,L] 899 62.3%
Residues in additional allowed regions [a,b,l,p] 388 26.9%
Residuesin generously allowed regions [~a,~b,~l,~p] 91 6.3%
Residues in disallowed regions 64 4.4%
Number of non-glycine and non-proline residues 1442 1000%
Number of end-residues (excl. Gly and Pro) 10
Number of glycine residues (shown as triangles) 156
Number of proline residues 112
Total number of residues 1720

to have over 90% in the most favoured regions.

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
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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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Asp (82)

Asn (48)

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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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.

pdblzrt 03.ps




PROCHECK

80

60

40

20

%-tage of residues in most favoured regions

78' Measure of bad non-bonded interactions

Main-chain parameters
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OOa Ramachandran plot quality assessment
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Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 1442 62.3 53.6 10.0 0.9 Inside
b. Omegaangle st dev 1708 15 6.0 3.0 -15 BETTER
c. Bad contacts/ 100 residues 502 29.2 32.6 10.0 -0.3 Inside
d. Zetaangle st dev 1560 14 31 16 -1.1  BETTER
e. H-bond energy st dev 977 1.0 1.2 0.2 -09 Inside
f. Overall G-factor 1720 -0.2 -1.0 0.3 26 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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a. Chi-1 gauche minus st dev 138 229 318 6.5 -14 BETTER
b. Chi-1 trans st dev 472 219 30.1 53 -1.6 BETTER
¢. Chi-1 gauche plus st dev 564 229 28.8 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1174 22.6 29.7 4.8 -1.5 BETTER
e. Chi-2 trans st dev 268 21.0 285 5.0 -15 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 Highlighted residues are those that
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d. Secondary structure & estimated accessibility
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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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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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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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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 Generousll Disallowed
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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e}

=
o

Zeta abs. mean dev.
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N
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Residue number

b. Absolute deviation from mean of omegatorsion
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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 Generousll Disallowed
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o b. Absolute deviation from mean of omegatorsion
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0 c. C-aphachirality: abs. deviation of zetatorsion
)
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G 4 -
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S
402 410 415 420 425 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
NN e e e\ U
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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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
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Residue number

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

65 70 75

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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g. G-factors
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80
60
40
20

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omegatorsion

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

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

d. Secondary structure & estimated accessibility

. VYV VA AAAAA— -

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

e. ?We?lhjence& Ramachandran regions a Most favoured = Allowed [l Generousl Disallowed

T T T T
CKGVK | THGSWARMPPPLVDDQVTY EDGTPATVDQVAQDV SAFLMWAAEPKLVARKQVGLVAMVMLGL L SVMLY L TNKRLWAPYKGHKA R

f. Max. deviation (see listing)

+ *
* * * 4 * *
R R Y *
kK KKK K

4% * ok k 4% * ok ok ok +
* % * * Kokk Kk Kk Kk Kk ok

+
I
*k Kk kK * * kK k K * * kKK K

-

g. G-factors

0 O OCorEd

pdblzrt 06.ps




PROCHECK

=
o
o

Residue properties
pdblzrt

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

D o
o O

Chi-1 abs. mean dev.
N D
o O

12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

=
o

12 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

Zeta abs. mean dev.
N A OO

12 20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105 110

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 e it U Tt T

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

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

f. Max. deviation (see listing)

T T T T T T T T T T T T
RDFLYHATAATGVVVTGAAVWPL | NQUNASADVKAMAS | FVDV SAVEVGTQL TVKWRGKPVF | RRRDEKD | ELARSVPLGALRDTSAENANKPGAEATDE

*
8

L * ;
+* bR kR R Rk g gk + xR x Y

Kk Kk KKK KK KK KKK A KKK KKK A KA K KKK * kK k kK

g. G-factors

H:::# F:_:-:HEH,,!,#:H,J :]TZ-I::

pdblzrt 06.ps




PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o]
% 80 -
g 60
8 401
< 20
o
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 161
£ 121
g 8-
P 41
£
O 112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
)
% 8
e 6
g 4
R
S
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10
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
; L CEANT ANEA LT T ANANTL EMEINTL : ‘ : ‘
NRTL PAFDGTNTGEWLVMLGVCTHLGCV PMGDK SGDFGGWFCPCHGSHYDSAGR | RKGPAPRNLD | PVAAFVDETT IKLG SGI| PHDHYEP
f. Max. deviation (see listing)
hare ax xe .
BEIEIL T e Pl Lht L Wnhmn o thw IR
g. G-factors
Phi-psi . m [ B- HNEEN SN BN H EENEE EEEEEEE | T ﬁ N [
. R i
Dihedrals [T T T T T LTI T T LT T LT T T T T P I T T T T T T T T T R T I T T T I [T TTTIE=
MC e  HHHHRHHHHH A R HHHHHHA
Mainchain (T T T T T T T T T T T T T T T T LT T T TP T T T T T T T T T T T I T 1] CITTTTITTTT]
Overall [T, I T L L T L L L L T L I T LT R T T EENEEREERE
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10

pdblzrt 06.ps




PROCHECK
Page 10

Residue properties
pdblzrt

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

12 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

12 20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

10
o
§ o
£ 67
G 4 -
g .
S
12 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
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
: ‘ ‘ ‘ ‘ ‘ ‘ : ‘ : ‘ ‘ ‘ : : EEEAAAAAA ‘ ‘
KTGI EKWLHDRLPIVGLVYDT IMI PTPKNLNWMVIWG I VLAFTLVLQIVTGIVLAMHY TPHVDLAFASVEH I MRDVNGGNVAMRY | HANGASL FFLAVY I H
f. Max. de\llatlon(seellstmg) e s
4% 7 oo ., 807 7.4 .t .
cor s pmstet e et Wl fy gty s ety Dalateey eyt
g. G-factors
Phi-psi . T Mr-]]]I1HH ﬂ: :m -H B
%Ei%émczm :FH [ 1T 1] H H \\7#7\\\\77\\ [T H
Omega [T [T HHH\H [T [T [ [ RN [ [ [T
Dihedrals [T T T TORT T T T T T T T T [Tl ey T T T T T T T T T T T T T P T B e T T T T T T T T T
R MRS HEESESESS BESESESESESS- HE HE HSSSESESESEBSSRSN NERSESRRENERENSSS-SESEEESESSEETESESESEEE
Mainchain [T T T T T T [T T T T T T T TP T T T T TR T T T TP LT LT T I T TP T LTI T T T P T T TP T I T T T
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 T I A T T T T T T T I T T
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

pdblzrt 06.ps
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Page 11

Residue properties
pdblzrt

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
e}

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

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

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

: AAN AARBEAAAAAAA ‘ A ANAA WMAAAN EAANE BAAA AA AARL A AAARIAAAA ‘ ‘ ‘ ‘ ‘ ‘
| FRGLYYGSYKAPREI TWIVGMV | YLLMMGTAFMGYVL PNGQVMSFWGATV | TGLFGA | PGI GPS I QAWL LGGPAVDNATLNRFFSLHYLLPFVIAALVAI

f. Max. deviation (see listing)

+ o+ o+ +
* + + + + * ok + + 4+ 4+ o+ + +
N S S 3 S S o S R S s S S A S S s S S S S S
g. G-factors
C
Phi r Ll q I:HI]:- lwr] Iwrl M
%Ei%émczm NENNEE] H ﬂH:HHim [ H ] ] | m”fﬁ H
Omega N EEEE - NN EEE R B il B B il N B B
Dihedrals [T Tl T T T T 1T 1T 0 T T T T T T T o T T T T T T T e T T T T ] e L T T T I
AN NN AN A NN N ANA NS ANN N NMENNENNNENNEANEASSENNANNASNENAEN" HENEERESOANE HEACHEEEEES
Mainchain [T T T T T T T T T T I T T T W T T
C
Overall OO T e L T T T T T T T e T T L T T T T LT R T T T T T T T T T T
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
C = cis-peptide

pdblzrt 06.ps



PROCHECK

Chi-1 abs. mean dev.

8
4

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

N A D
S 8 8 38 8
| I I S|

20
16
12

=
o

Page 12

Residue properties
pdblzrt

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

212

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

b. Absolute deviation from mean of omegatorsion

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

ANl 8 NN\ e\

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

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

HIWAFHTTGNNNPTGVEVRRT SKADAEKDTL PFWPYFV | KDLFALALVLLGFFAVVAYMPNYLGHPDNYVQANPL STPAH I VPEWY FLPFYA | LRAFAAD

n (seelisting)

f. Max. deviatio
.

koK ok Kk Kk KKk

g. G-factors

A

\

\

\

\

‘\
212
C = cis-peptide

pdblzrt 06.ps




PROCHECK
Page 13

Residue properties
pdblzrt

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

312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

I
N O
1 1

Omega abs. mean dev.
H 00

312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

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

VWV I LVDGLTFGIVDAKFFGV | AMFGA | AVMALAPWLDT SKVRSGAYRPKFRMWFWFLVLDFVVLTWGAMPTEY PYDWI SL I ASTYWFAYFLV I LPLL

f. Max. deviation (seelisting) .

4+t + + +
G ornonmhmpmnndine mnhinoanebodn s Dambmnnnion,
g. G-factors
Phi-psi [N CEEEN BN O #ﬂ #!H N SEECREEN AR ] Hl.... W E :H:!FHE
ik i I Hadighinkarnd
Dihedrals I T T T 0 T ol T T T T T T T T L T T T T T T T T T T T T T T T T e T T T T T T T T T T
N e AR e AAAR AR e AAAR D
Mainchain [T T T T T T T LT LTI T TP T P TP T T T T T T PP T T T TP T L TP T T T T TP LT T TP PP TP T T
I v O O L W L 0 8 L N W ¥ S MW M S MM N N B R RN RS NN
312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

C = cis-peptide

pdblzrt 06.ps



PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20-
o
412 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 161
E 121
8 8-
D 4
£
O 42 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
412 420 425 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
Vi O Rim  iaAAA s s e AR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
em Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
. ; A MWWWW TITFI/\/\/\(\/\/\/\NTIT%
GATEKPEPI| PASI| EEDF SNVPDHAFSFEGI| FGKYDQAQLRRGFQVYNEVCSACHGVKFVP| RTLADDGGPQLDPTFVREYAAGLDT | | DK
f. Max. deviation (see listing)
+ 10 1 ¥
ganee L L ot oot L LR i
g. G-factors
Ph r]:: :ﬂ!.!m- I T T T T T H-H
e i s
Dihedrals  [TTTT T T IEREERT11] TS T e T T T T T A T T T T T T T T T T s T T
MgbondsHHHHHHHHH \HH\H\HHHH\HH\HHH\HHHHHHHH I T A O N B N
angles [T T AT [EEEEREE RN T T T T T T T A T T T
Mainchain  [TTTITTTIITTTITT1] T T T T A T T T T T T T T T T T T T T T T T T T T T T T T
Overdl  [ITTITTERECERLLIT] (e e T T T T T T L L L I L T I T LI 1]
412 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70

pdblzrt 06.ps
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Residue properties
pdblzrt

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173

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

d. Secondary structure & estimated accessibility

. —u .

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
o gl syl o o o smasl] o A 0 sl . sgsnsmsn mallammmpma sy ool iCil] gl
DSGEERDRKETDMFPTRVGDGMGPDL SVMAKARAGF SGPAGSGVNQL FKGMGGPEY | YNYV | GFEENPECAPEGI DGYYYNKTFQI GPDTCKGVK | THGS

f. Max. deviation (see listing) ;
* 9
drant Lne, o mantmoerr o aretn i R e e
g. G-factors
i-psi (IR EENENEN [NEE- ERENN I S I 5 5 I [] [T T

Sy T i .
Chi3 & chi4 I I [ [ |
Omega [ [ [T [T [
Dihedrals [ T T TT LT T T T T T T T T T P T e T T T T T T T LT T T T T T I T T T T T T o T I T
MC bonds [T T T T P T P P T P T P P P P P P P P P T T
MCangles T T T T T e T T T e T e T T A T T T T T T T
Mainchain [T T T T T T I T T TP L TP TP T T T T T TP T T T T TP TP TP TP T P P TP L TP TP T TP PP TP T T T T IT T T T
Overall T T T T T T T T T T T T T T I T T T T T T T T I T T T TP T A T T T T T T T T I T T T T T T T T T FTTTTTT

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173

pdblzrt 06.ps



PROCHECK

R . d t Page 16

pdblzrt

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

o

% 80 -

g 60

8 401

< 20

o

180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

£ 15-

£ 121

8 81

5 4

S

o 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number

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

g

g 4

N

180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

Residue number Highlighted residues are those that

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

T VA AAAARANARRNR— R~ AR

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

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

AA,
WARMPPPLVDDQVTYEDGT PATVDQMAQDV SAFLMWAAEPKLVARKQVGLVAMVMLGL L SVMLY L TNKRLWAPYKGHKA RRDFLYHATAA

f. Max. deviation (see listing)

* + * 4 *
+* * ok ok ok koK pp kKKK KKk pppkk
ko kK kK ok ok ok Kk K Kkkk Kk kKK KKK KK KK KKk Kk

g. G-factors
i-psi [ [ T T T ] B [T H EEEEEEN ﬂp T
ik sl i i
Dihedrals [T T T TRl T T T T T Tl T T T T T T e T T T T T T T T T T T T TR [ITTTTTTTTT]
S (L LT LTHI]
Mainchain [T T T I T T T T T T T T T T T T T T T T T T T T T T [ITTTTTTTTT
Overal [T R L L T T T T I T T TR I T T T TR [T I

180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

pdblzrt 06.ps
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Page 17

Residue properties
pdblzrt

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

& 100
g 80
£ 60
g w0
< 20
o
22 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
2 8
o 4
£
© 2 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
RS
S
22 30 35 40 45 50 55 60 65 70 75 80 85 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
Al it A — Ay
— [ 0]
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
+GVVVTGAAV\NPL I‘ NQMN/-‘\SADVkAMASI‘ FVDVéAVEVGTQLTVKWRGKPVFI RRRDEKD | ELARSVPLGALRI‘DTSAEI‘\IANK PéAEATbENRTL PAFDGT
f. Max. deviation (seelisting) , . -
. b . 81 e e : 5 p 446 ir
PRI B DO, L L LI L el e
g. G-factors
Phi-psi F-_j;vi_ﬂ W] I :]T-::
gﬁigémczM [T [T [ #ﬂ» [ \\77\\77
om
Dihzﬁals \\H\\H\H\\H}}HHHH\HH\HHHH\H}H\\HH}}\H\H\\H\H\H\\H\HHHHII\HHHH\I::]]I
ek RAMAREECEMENSNSENENSNSEEEES  EEESNSESSNSNSESSNSNESSSNSNSESSNSRSESSNERSSSENSRSESENEREESESER" BN
Mainchain [T T T T T T T T T T T T T T T T T T W T T T T T TP T T T TP T T T T T T I T
Overall T T T T T T
22 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

pdblzrt 06.ps
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Page 18

Residue properties
pdblzrt

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

122 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

122 130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

122 130 135 140 145 150 155 160 165 170 175 180 185 190

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

d. Secondary structure & estimated accessibility

L

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

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

e s g e sns suven il eveeve ‘
NTGEWLVMLGVCTHLGCVPMGDK SGDFGGWFCPCHGSHYDSAGR | RKGPAPRNLD | PVAAFVDETT IKLG

f. Max. deviation (see listing)

g. G-factors
Ave
Phi N CEN EEN ] ] ] T [T T 1.58
G AR R TR i
Chi3 & chi4 [ 11T [ [ 1] T 055
Omega [T [T [T [T [T .54
Dihedrals T TT T T IOT T T T T T I I T T TP I T T T T I T T T T T I T LT T I 111 []-055
MCawtes HHHHHFHHH AR A AR A A A AR B 863
Mainchain [T T T T T T T T LTI T T TP TIT O TTTTTTTT T O TTT LI T T I [] 023
Overall T T T T T T T T T T T T T T T T T T I T T IT T TTTIT T ITTIT TT T I [0 -0.22
122 130 135 140 145 150 155 160 165 170 175 180 185 190
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Main-chain bond lengths

PROCHECK

14
4 or ) signifies data points off the graph in the direction shown.

134 1.38 142

145 1

A 3 5
A — — —
™ — (@] [92]
o e )
— — —
N |8 ° 2
S [ ] L ol -
e N I — o O o <L > 0
& N o< _;.5 0o <
— < — L S —— —
\\\\\\\\\\\\\\\\\\\\\\\\\\\ ()] C w\\\\\\\\\\\\\\\\\\\\\\\\\\w% Nm i
= S 3 3
— — ~ —
0 N~
i LS o
— — —
= S &
[Te) — [Te) — n —
N N N
Aouanbai4 Aouanbai4 Aouanbai4
< 3 3 %3
- - - L
< 3 3 3
— — — —
[o] n (o] (@]
Lo L0 L0 Bre)
i T i e i e i
29 43 23 o7 OF ¥ Op =4
oL\ i [ . " <@ s
O S& z
o N~ [o0]
R} < RS R
— — —
(o]
LN L L |«
— — —
N [e)] Q
~N ) <
[Te] — [Te] — [Te] — [Te]
N N N N
fousnbai4 fousnbai4 fouenbai4 fousnbai4
3 3 8 5
— — — —
Q (@] — [92]
< Lo © i)
— — — —
(o) (o] N~ [e))]
- P HO e ) L <t
— CWJ — BM — <
() [ --========================{
- <& - <F - o ——  F o
(OXe] Qo[ z=
o) o) ® = o
LN ~ | < = < L
— — —
1 3 <Q i
— — —
S S S
[Te] — [Te] — [Te) — 7o)
N N N N
Aouanbai4 Aouanbai4 Aouanbai4 Aouanbai4

133 137 141

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

Black bars> 2.0 st. devs. from mean.

pdblzrt 07.ps



PROCHECK

Main-chain bond angles

CA-C-N
(except Gly,Pro)

101 106 111 116 121 126 131

O-C-N
(except Pro)

Freguency

108 113 118 123 128 133 138

C-N-CA
(Gly)

Freguency

105 110 115 1!0 125 130 135

CA-C-O

Freguency

(Gly)

Black bars> 2.0 st. devs. from mean.

105 110 115 1£0 125 130 135

pdblzrt

CA-C-N
(Gly)

450

Frequency

101 106 111 116 121 126 131

O-C-N
(Pro)

450

Frequency

107 112 117 15 127 132 137

C-N-CA
(Pro)

450

Frequency

107 112 117 122 127 132 137

CB-CA-C
(Al3)

450

Frequency

9

5 100 105 110 115 120 125

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.

CA-C-N
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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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RM S distances from planarity

pdblzrt
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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
C 1231 O CA 1525 C C 1231 O C 1231 O CA 1525 C C 1231 O
1.369 1.619 1.308 1.286 1.588 1.355
CArg 22 CArg 22 Clle 25 cva 26 cva 26 Clle 46
C 1329 N C 1231 O N 1458 CA C 1231 O CA 1525 C C 1231 O
1.381 1.286 1.518 1.302 1.577 1.282
Clle 46-CTrp 47 CTrp 47 CTrp 47 Clle 49 C Met 67 CArg 94
C 1231 O C 1231 O C 1231 O CA 1525 C C 1231 O C 1231 O
To% ~T T T ~To =
CAla 98 C Asn 192 CLeu 200 ClLeu 200 C Phe 203 CAla215
N 1458 CA N 1458 CA C 1231 O C 1231 O C 1231 O C 1231 O
1.527 1.530 1.311 1.282 1.288 1.287
CAsn 221 C Asn 222 C Pro 243 C Tyr 247 CLys251 C Trp 400
C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O CA 1525 C
1.284 1.293 1.283 1.288 1.293 1.451
D GIn 226 D Met 234 D Leu 237 E Ala 30 E Asp 53 E Ser 55
C 1231 O C 1231 O C 1329 N C 1231 O N 1458 CA C 1231 O
1.287 1.352 1.381 1.286 1.516 1.303
E His 159 Plle 46 Plle 46- P Trp 47 PTrp 47 PTrp 47 Plle 49
C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O CA 1525 C
1.284 1.283 1.302 1.281 1.350 1.590
PAla 98 P Met 140 P Asn 192 P Ser 196 P Leu 200 P Leu 200
C 1231 O C 1231 O C 1231 O N 1458 CA C 1329 N N 1458 CA
1.299 1.282 1.284 1.527 1.381 1.533
P Phe 203 P Ala207 P Ala215 P Asn 221 P Asn 221 - P Asn 222 P Asn 222
C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O
1.303 1.282 .286 .286 1.291 .293
P Pro 243 P Tyr 247 PLys251 P Trp 400 RAla 30 RAsp 53
CA 1525 C
1.449
R Ser 55

Bonds differing by > 0.05A from small-molecule values. VValues shown: "ideal", difference, actual
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Main-chain bond angles
N 1112 120.8 111.2 1217 1112 111.2
CA
CAsp 21 CArg 22 CArg 22 Clle 25- CVaI 26 CThr 32 CIIe 33
c 1217, CA 1112 1217 1118 1112 1125
N
Clle 46-C Trp 47 CTrp 47 Clle 49- CVaJ 50 CPro 71 CThr 219 CGIy 220
116.2 1217 111.2 111.8 111.2 1226
CAsn221 CAanZZCAsn221 CAsn222 CAsn 222 CPro 243 CPhe244 cva 293 C Pro 294
1112 1112 1226 1112 1112 1112
CGIu 295 CThr 385 CTyr 387 C Pro 388 CGIu 415 CLys416 CIIe420

N 2 ¢ N 112 ¢ N 112 ¢ N M2 ¢ N 112 ¢ N U2 ¢

CA CA CA CA CA CA

Clled424 D Lys 17 DLeu 48 D Gln 55 D Glu 140 D Vva 173
111.2 111.8 111.2 1917 111.2 N 112 ¢
CA
DVaI 188 D P|'0219 EVaI 54 EVal 54 E Ser 55 EGIu 58 E Ala 98

N 111.2 C N 1125 C N 1125 C N 1112 C N 111.2 C N 1112 C

W 1246 126.4 1222 W 1223

CA CA CA CA CA CA
E Phe 118 E Gly 142 E Gly 169 E Asp 184 PAsp 21 PArg 22
111.2 1112 1217 111.2 1217 N 1118
CA
PThr 32 PIIe 33 Plle 46- PTrp a7 PTrp 47 Plle 49- PVaI 50 PPro 71
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Distorted geometry
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Main-chain bond angles (contd)
1232 1222 1222 1222 oy 2
1224 1 125 1287 \% 1251

N 2 ¢ N M2 ¢ N M2 ¢ 26 ca N M2 ¢ N w2 ¢

P Phe 244 P Glu 295 P Thr 385 P Tyr 387 - P Pro 388 P Glu 415 PLys416

Plle420 P Ser 423 Plle424 QLys 17 QLeu 48 QGIn 55

CA CA CA CA
QGlu 140 Qvd 173 QVal 188 QPro219 RVa 54 RVa 54-R Ser 55
111.2 111.2 111.2 111.2 1125 1125
R Glu 58 R Ala 98 R Phe 118 R Asp 119 R Gly 137 R Gly 142
1125 111.2
R Gly 169 R Asp 184

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

Planar groups
B 8 cB cB 3 C=
0.035 0.047 0.034 0.036 0.066 0.034
CTrp 43 CTrp 45 CTrp 47 CTyr 69 CTrp 91 C Phe 105
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Planar groups (contd)
i CB . cB s iCB ) B
0.051 0.048 0.051 0.042 0.046 0.050
CHis111 C Tyr 136 CTrp151 C Tyr 199 CHis212 CTrp214
cB = cB B cB cB
0.045 0.036 0.034 0.056 0.034 0.039
C Tyr 269 C Trp 296 C Tyr 297 C Trp 368 C Tyr 389 C Tyr 399
cB @ cB cB 3 cB
0.041 0.038 0.047 0.034 0.051 0.078
ETrp 32 E His 135 E Tyr 160 PTrp 43 PTrp 45 PTrp 91
B cB e CB cB cB
0.032 0.035 0.053 0.035 0.055 0.031
P Phe 105 P Tyr 109 PHis111 P Trp 129 P Tyr 136 P Tyr 147
cB cB 8 3 cB cB
0.054 0.043 0.047 0.053 0.045 0.036
PTrp 151 P Tyr 199 P His212 PTrp 214 P Tyr 269 P Tyr 297

—~

©

CB cB cB CB CB
0.055 0.033 0.039 0.050 0.030 0.037
P Trp 368 P Tyr 389 P Tyr 399 RTrp 32 RTrp 126 R His 135
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Distorted geometry
pdblzrt

Planar groups (contd)

‘0

CB

0.043
R Tyr 160

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