PROCHECK

Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1347 73.8%
Residues in additional allowed regions [a,b,l,p] 421 23.1%
Residuesin generously allowed regions [~a,~b,~l,~p] 47 2.6%
Residues in disallowed regions 10 0.5%
Number of non-glycine and non-proline residues 1825 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 188
Number of proline residues 104
Total number of residues 2133

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
pdb2b76

lle (118) Leu (193)
180 180 180+
y
M 328
u M 2870 |
_ ]
g 0.
M 217 -90-
]
N.8 M 352 . M
-180 -90 0 90 180 -180 -90 0 90 180 -180 ) 0 90 180
Phi Phi Phi
Met (72)
180
o ood .. -
By pd] m
90 w
p |l
g,
_90- .
J .
-180 -90 0 90 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
Ser (82 Thr (118 Trp (38
180 ( ) N$7 180- N MS ) 180 P ( )
244 LD HOm
= ] U
90 M-aigz 90
]
) =
g . g B of FE .
B 56 %
_90_ 5 _90_
W 43
B N35
-180 -90 0 90 180 -180 -90 0 9 180 -180 -90 0 90 180
Phi Phi Phi

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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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
pdb2b76
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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 1825 73.8 50.1 10.0 1.5 BETTER
b. Omega angle st dev 2125 3.9 6.0 3.0 0.7 Inside

c. Bad contacts/ 100 residues 229 10.7 27.2 10.0 -1.6  BETTER
d. Zetaangle st dev 1945 19 31 16 -0.7 Inside

e. H-bond energy st dev 1281 0.9 11 0.2 -1.0 Inside

f. Overall G-factor 2133 -0.3 -0.9 0.3 20 BETTER
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Side-chain parameters
pdb2b76

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 251 233 30.0 6.5 -1.0 BETTER
b. Chi-1 trans st dev 614 22.2 28.6 53 -1.2 BETTER
¢. Chi-1 gauche plus st dev 773 20.8 27.3 4.9 -1.3 BETTER
d. Chi-1 pooled st dev 1638 219 28.1 4.8 -1.3 BETTER
e. Chi-2 trans st dev 496 225 274 5.0 -1.0 Inside
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Residue properties
pdb2b76

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAQGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (see listing)
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Residue properties
pdb2b76

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

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

A
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f. Max. deviation (see listing)
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Residue properties
pdb2b76

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

24
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6

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15
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9
6
3

Zeta abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

T ————ry o AN

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

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

AANAA _ AA AAAAR AAAARIAAAAAAAATL A AAABAA ABANARE B FEANA
RYNTNGGI VTGDGVIGMAL SHGVPLRDMEFVQYH PTGL PGSGI LMTEGCRGEGGI LVNKNGYRY LQDYGMGPETPLGEPKNKYMELGPRDKVSQAFWHEWR

f. Max. deviation (see listing)
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Residue properties
pdb2b76

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
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6

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion
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6
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Zeta abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seellstlng)
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Residue properties
pdb2b76

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

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

. b. Absolute deviation from mean of omegatorsion
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18
12

6

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15
12
9
6
3

Zeta abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

AAAAAAAATIA A BAAAAAAAAA ABAAAAABAARIA B AAAAAAAAAAAAAAAAAAAAAAATIAAAAAAAAAAT
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)
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Resid t -

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

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

£
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Residue number

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

&

© 12._

5 o

S

4 6

N

500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

Residue number Highlighted residues are those that

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

EANANANANNA I .-EL-- B

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

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

TDLLYT | ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVKI TTLPPA AEMKNLK | EVVRY

f. Max. deviation (see listing)
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
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< 20
o
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 14 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
o
©
e 9
g 6
R
S
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 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 AV i oo it N U
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AARIA
NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFP| ERDLVVDMTHF | ESL
f. Max. deviation (seelisting)
* 5
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Residue properties
pdb2b76

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

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

12
9
6
3

Zeta abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

- MG, ——NE NN RN A A

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

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

AAA
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

*

4 + *

+ S + * . * 4 + *4 + * + * + +*

* 4 + *kk gk w SRR 4 - FT7r 4 Kk kK kg Rk gk Kk Kk KKK K pgq 4% 4 PR

ok kK K FREKKKK K KKKKKKRX KK * * * KKKKKK® K KKKKKRX KKK KKKKKR KKKk KKKKX KKK KKK X * kkx
. . i

Phi-psi . [ [T W T T T 1] [T

3 FERETRTRET, i et :

i3 & chid NN [ [T [ I [ | [ [

Omega HHH -:ﬂ\\ [ [ [ [ \H [ [

Dihedrals [T T LT T T T T I T T T L T T P T T T T T T T T T T T P I T T T T T T P I T T T T LTI T T T T

ek REEMEA EEEEN-BC:EasASNSENSNSNSEARRSNEESSNSNBRESSESS HENBNSRSASERSENSNERERTERSRESSS" EREESEsEREEEN

Mainchain [T T T T T T [T T W T T T TP T T T T T LTI T TP P LT T T TP T LTI T T T T TP L T T T T T I T T

Overall T T T T T T T I T T T T T T T T P T T T TP T T T T T T T T T I T AT T T T T T T T T T I T T T
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb2b76_06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24 1
£ 18-
8 12
® 61
S
O 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
&
© 12_
g 6
N
214 220 225 230 235 240 5 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

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

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

AA
CPKHVDPAAA | QQGKVESSKDFL ATLKPR TTKRKPYVRPMT STWWKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAWAGFV

f. Max. deviation (see listing)

g. G-factors
Phi-psi | F Ll l1 [ [ 1]
gﬁiéémczm H:H\7 <H> HfH:fH» HZiiHHHH
mega [T [ [T [ [T
Dihedrals  [TTTT T T T ITTTTT I T I ITTTITTI] T A T T T T T T TR T T T T T T T I T T T T TIT TR TR TTTTTT]
MCape FHHHHFHH A B N ENEEE HENNENENEENEENEENENESESENENEENERE SEEEREREE
Mainchain  [TTTT T T T T T TT T I T T TTT 17 ] i  EEEEEEEEEENEEEEEEEEEEEEEEEEEEEEEEEEE NN RN NN
Overall GO T T T T ] O T T T T T T T T I LT T T T T I T T TT]
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdb2b76_06.ps



PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
© e 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
&
% 12
£ 97
4 6
RS
S
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SPANANANAAAA G P ==L == NN = D— B\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
TH/\/\/‘\NT_I/\/‘W/\A‘W
DFLONPVIVI INLI TLAAALLHTKTWFELAPKAANI| | VKDEKMGPEPI| | KSLWAVTVVAT I VI LFVALYW MINPNPKRSDEPVFWGL FGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi | W [T ]
Sl WO R TS Rt i e Bzt
i3 & chi4 [ ] [HEEEE] [ [ [ [ 1] [T [
Omega [ [T [ [ [ [ 1] [T [
Dihedrals [T T T T T T I T I T T LTI T T T T T TP O T T T LTI I T T T I T T T T I [T T T T
ek REERE BEEENEREEBEMERSESENERBECEESE SESNSEBSEENSRSREENSRSRESEECEEE | ERENRNRNRERNENENREN
Mainchain (T T T I T T T T T T T I T T T T T T I T T T T T T T LI T T ITT I T T T ITTITITT]
overall [T LT I T LTI T T e L T I T I T I LI T T[T T [T (IR T LT T T ]
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

pdb2b76_06.ps
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Residue properties
pdb2b76

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

SN SANA G NN = ANANANA VA AN NANNINININY N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

— AABANAAAAAAAA BAAAA AN MABABNAAAAAAAATE AAAARAABINAANIAA AAAAARAARBIAAAR AABINA AARAAAAAAANL A
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing) .

+ + 4

O S TR T R SR L T N e TS Se A St e et R T TSI TIE e Te s e T

g. G-factors
i-psi ] ] R TR [T | 1] [EEEEEN ]
ol A e L e :
Chi3 & chi4 [ ] [ 111 [ [ [ [ [T I
mega Il [T [1 [ [ [ [T [
Dihedrals T T T I T I T I T T PR T EE T T T T T T T T T T T T I T T T T T T T T T I T T R T I I T I T T T T
MCbonds [T T T T I T T T T T T T T T T T T P T L T T T T T
MCangles [T IR T T s e s T e T
Mainchain [T T T T T T TT T T LTI I I E L T T I LT L L L L T LI L P T L LT LT L LT L L I T L L T LI L LT L T L L I I L L LT T T LTI LI
Overal  CILTTTTERI T TP E CE I T T LT LI T T TR T LTI T LT T TR TR T [T TIT LI TR

20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb2b76_06.ps
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Residue properties
pdb2b76

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

1 I.k 1
O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

d. Secondary structure & estimated accessibility

M i i a— 4 A R AR

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

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

ABAARAAEAA B B
T T T T T T T T T T T T
MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAQGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (seelisting) .
6 54 4 . o .
It R T T T T A S LT T I R TR SR I as:
g. G-factors
Phi ] ] TI -:1.:]:-1Dr:-:- 1Fﬂ 1]
gEi%éﬂ‘:Mii‘H <H I [ ] [ [ \\\7\\77:H F
Omega [T [ [ [ [ [1 [T [ [1 [
Dihedrals [T T T T T T T I T T I T T T R T T T R T T T T T T T T s T R T T T T T T R T T T T T T I T T T
MCbonds [T 1T T T T T T T T T T T T T T T T T T T T T T
MCangles [T T T T
Mainchain [T T T T T[T T T I IT I I  I T LT L L LT T L L L L L L L T LT T L LT L L L L T L L L T L T L L L T LT LT L LT LI LI LTI
Overal  [TTTTTITTTLIT T[T T L T TR L LI LTI EEER TR LT LT T T IR T T T LTI
0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

pdb2b76_06.ps
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Residue properties
pdb2b76

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

% 100
% 80 -
g 60
8 401
< 20
o
100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T AR T Ca e e —

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ARAARARE TH/\/W ‘ /\/\/\/\I_V\/\I_V\A/\/\/\A/\I_I_I_V\A/\I_V\A/\J_V\AA/\J_V\‘HNT AAAARNIAR AAABAARAANAANE [

T T T T T T T T T T T T
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

g. G-factors
i IIZIZ-IIH]] r u [l (] [EEE | NN EECEE
%Ei%gimczM [ T\H H [ .:H: :F :H
Oomi [T [T [ [ [ [ [
Dihzﬁals T T T T T T e T T e T T T T T T T T TR TR T T T A T T T T T T T T T T
MCbonds T T T T T I
MCangles [T T T T e P P P P T
Mainchain (T T T T I I T T T T T T I TT T O T TP TTT  TT T TTT C TTT TTTPT TTTTTTTTTTITT I ITTT
Overall T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T T IT T I T T T T I T T ITITITTTITTTIT]

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

pdb2b76_06.ps



PROCHECK
Page 14

Residue properties
pdb2b76

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

e ———— . CemmwEEC

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

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

BIEAAA _ AA /‘\/\I_IT‘/\N_I_I_‘WIN_H/\/\/\/\‘ W‘/\N_I/‘\ FARFIEAR AREAAR NONTA i
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (seelisting) .
* 4

: sl il ot ity OO S I T SO R TSSO

g. G-factors
i T Hﬂ# -r, [ :ﬂ I::I:rl1 REN
Bt b s
Dihedrals [T T TRl [T T T T T T e T e o T T T T T T T T T T T T T [T T T T T T
MC bonds [T T T T T T T T T
MCangles [T T P
Mainchain [T T T T T LT T T LT T T T T T T T L T T T T T T T T T T T T T T T T LTI
Overdl T T LT T T T T T T T T T T T T T I T T T T T T T T T T T T T T T I T I T T T T I T T T AT T TTTITTTTIT]

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

pdb2b76_06.ps
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Residue properties
pdb2b76

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

15
12
9
6
3

Zeta abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

R e N e & =

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

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

‘WW‘WMNW‘NWMWWM‘WW : NCOADA AT AT ‘
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (see listing)

* 4 + +H+ bt KR g K ppgp R * ok Kkgppo okk 44 p4g + Kok kg
* ok k ok * % Kk KK KK KKKAKAKAKKK KKK AKK KK K KAKKKKE KKk k* KKK K KAk Kk *k * kK kkx Kk KKk

g. G-factors

Chi3 & chi4
Omega
Dihedrals

[EEEEEEE]
MChbonds [T [T
MCangles  [TTTTT1]

[EEEEEEE]
[TITTT1T

Mainchain

Overall

pdb2b76_06.ps
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Residue properties
pdb2b76

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

& 100
% 80
g 60
g w0
< 20
o
400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number
5 3 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

d. Secondary structure & estimated accessibility

NN e AN NN NS A

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

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

AFIA AA|
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)

* ok

+ + o+
MG SO SO00E S0 S SN SUM NI &5 6 0 06 SOMUMAE IS S S S5 5 SNE SIS A6 & I SRS SIS MM E S o S S
g. G-factors
Chii- -Scihu 2 (R l:::l:l:.:lil H H RZIi-Il## I_H:#,,I
Chilonl
Chi3 & chi4 [ [ E T T
mega [ [ [T [T
Dihedrals [T TT T T T T T T T T T IO T T LT LT T T T T T T T T T T T T T T T T T T TP T T TP T T I T T T T
MCbonds T T T T T T T T A 1
MCangles [T T e P T P T T
Mainchain [T T T T T T T T T OT T C T TT T C TT T TTT C TTTT T  TTPPT TT TTTTTTTTTITTIITTT
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 I T T T T T T T T I T T T T T I T IT I TTITTITTT]
400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

pdb2b76_06.ps
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R . d t Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
]
% 12
e 9
g 6
g
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
|
N\~ -AAN S = R
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAAARINANA A ‘ : ‘ AABARAA_ AR ‘ ‘ ‘ ABAAARINAARIA
TDLLYT I ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEYSDVKI T AEMKNLK | EVWRYNPEVD
f. Max. deviation (see listing)
g. G-factors
Phi [ (T e [ HN ﬂ::I:I [T
ik i i il 5 i
Dihedrals  [(TT T TT T T I T T T T T T T T T T T T T T LTI T T I T T T T T I T LTI T[T [T TT T T T T T
MC e HHHHHHHHHFHHH A A A
Mainchain (T T T T T T I T T T T T T T T T T T T TP P T T TP T T T T T I TTT] T T I ITTITITTIT]
Overall LTI T T T I T T T T T T T T T T T T T I T T I T T T T T T AT ITTTTTTTITT I I TTIITTITITITIT I
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5 10 15

pdb2b76_06.ps
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Residue properties
pdb2b76

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

19 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

19 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

NN e ==L Ve

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
FMFTWANTAAAAFT%AFTWNTA WTTTTWWVTW{Lii%}TT(% FF}AAFTIAAN{TNTTTAAAATM Tr%ﬂr%ﬂr%ﬁr%rIDANDDAAAAAAANDND]

T T T T T T T T T
TAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDYTDGVMKVEALANFP | ERDLVVDMTHF I ESLEAIKP

f. Max. deviation (see listing) .
., 85, 51, . "4 4
T SRt L R e S SRS S S JL S S P SO . L. s
g. G-factors
Phi-psi [ EEEE [ | [ AT HE EEY [T NN
. w Ao mey g i s P
Chi3 & chi4 [ [ 1] [T [T [T [ ] [
Omega [1 [T 11 [T [T [ [
Dihedrals T T I T T T T T T B B T T T T T o e T T T I T T I T T TR T T [T T T I 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 T
MCangles [T T e e R e e T
Mainchain [T T T T T[T T LTI I LI I I T LT L L L L T L L L L L T L L T T T L L L L L L LT L L LT T T L LT T L L L T L T L L LT T I LI LTI LTI
Overall \J\\\\\J \\\M\\\\\\\\\\J\\\\\\\\\‘\\\\M\\\\M\\\\\J\\\\J\ \\M\\\\M\\\\\J\\\\J\\\\‘\\\\\\\\\M\\\\\J\\\\\\\\
19 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115

pdb2b76_06.ps
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Residue properties
pdb2b76

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12
6 .

Omega abs. mean dev.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

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

12
9
6
3

Zeta abs. mean dev.

119 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

AP — A 1 R

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

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

Y | IGNSRTADQGTN | QT PAQMAKYHQF SGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNED SRDHGKK ERMAQLNSQNGVWSCTFVGY CSEVCPKHV

f. Max. deviation (see listing)

+ * ok ok gk + * % *
* SRk K KKKk KKKk * * * 44 * Kk KKk p pRE K *
* ok KRk K KKk Kk ok Kk kKK * % * ok k * % KKk Kk Kok kKK *

*+
*+
*+
*+

g. G-factors

ity I futegde et i

hi3
Omega
Dihedrals I
MChbonds |
MCangles |
Mainchain |

Overall [

pdb2b76_06.ps
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Residue properties
pdb2b76

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

& 100
% 80
£ 60
g w0
< 20
o
219 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
O 219 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65
Residue number
5 c. C-aphachirality: abs. deviation of zetatorsion
&
% 12
e 9
g 6
g
S
219 225 230 235 240 5 10 15 20 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
O PPN = NN == NN =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
‘ ‘ : ‘ AAAFEAAAABBAAAAABIAAAAAAAAAAA ABAAAAAAAAAAA AAATINEL BAAAA AL :
DPAAA | QQGKVESSKDFL | ATLKPR TTKRKPYVRPMT STWAKKL PFYRFYMLREGTAVPAVWFSI EL | FGL FALKNGPEAWAGFVDFLQN
f. Max. deviation (see listing)
g. G-factors
Phi-psi . T F W r [ SN i N EENEEEN [ ﬂﬂ N
M i i i ]
Dihedrals  CE T T I T ITTTTT T IETT I T T T T T T T A T T I T T I T T T T T T B BT T
MCope FHHHHHHHHHHN e AR A A A A R
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ovedl  [IITTITITIIT I T TR T IIT O T T T L T T T T L L T T L L I LI LTI
219 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65

pdb2b76_06.ps



PROCHECK

Resid t -
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©

§ 24 1

£ 18-

8 12

® 61

S

O 66 75 80 8 90 95 100 105 110 115 120 125 130 5 10 15 20
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5 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

NANNANNRNGAF—D-D—AANRARNAR—  P——— AN

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

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

AAAAAAAAAAAAAAAAAAAAAAAAAAIIAIAAAIIAAA ABRAAAAAAAANAAAAANTIIAAAAAAR TH/\/\/‘W_I/\/\I‘_I/\I_I/\/\‘ . AAT
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f. Max. deviation (see listing) . .

+ + 4* 4 *
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g. G-factors
Phi-psi EREN [ N O ﬂ BN [T [T T
gﬁiééﬂf“‘*”””*ﬂ:fﬂ [ H H\\iifﬁ I [ [
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Residue properties
pdb2b76

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

Chi-1 abs. mean dev.

25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115

30

80
60
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20

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

24
18+
12

6_

25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
D

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

BN AN ANVA A VA VAN SO G
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 (seelisting)

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

g. G-factors
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(except Pro)

Freguency

120 124 128 132 136 140

CA-C

Freguency

140 144 148 152 156 1.60

(except Gly)

Frequency

Frequency

. . Page 1
Main-chain bond lengths
0db2b76

C-N C-O0

(Pro)

R 4 1»
)
g
3
L.

122 1.26 1.30 :IELL'IBS 1.42 111 115 119 1.23 1.27 131

CA-C CA-CB

(Gly) (Ala)

] Xp) | | 3
)
g
3
L.

CA-CB

(lle,Thr,val)

44

Freguency

142 1.46 l.gO 1.5 1.g8 1.62

N-

3»

CA

Freguency

133 137 141 145 149 l.g3

Black bars> 2.0 st. devs. from mean.

(Gly)

Frequency

Frequency

CA-CB N-CA
(therest) (except Gly,Pro)

Frequency

N-CA
(Pro)

134 138 142 146 150 154

133 137 141 145 149 153

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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Main-chain bond angles

CA-C-N
(except Gly,Pro)

Freguency

Freguency

Freguency

105 1‘0 115 1!0 155 l§0

CA-C-O

Freguency

(Gly)

105 110 115 1!0 125 130

Black bars> 2.0 st. devs. from mean.

Frequency

Frequency

Frequency

Frequency
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CA-C-N
(Gly)

41

101 106 1El 116 151 156

O-C-N
(Pro)

107 1l2 117 122 127 132

C-N-CA
(Pro)

41
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CB-CA-C
(Al3)

95 100 105 1!0 115 120

Frequency
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Frequency

Frequency

Page 1

CA-C-N
(Pro)

1»

101 106 111 1‘i6‘ 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 120 125 130

94 99 1

CB-CA-C
(lleThr,vVal)

109 114 119

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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Main-chain bond angles
pdb2b76

CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
] 1» <3 2p <1 | | 3»
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
95 100 105 110 115 120 96 101 106 111 116 121 97 12 107 112 117 12
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
<« ‘ : Tt R
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
% 101 106 111 116 11 95 100 105 110 115 120 96 101 106 111 116 121
N-CA-CB N-CA-CB
(Pro) (the rest)
> oy
& &
> >3
g 8
LL LL
88 93 93 103 108 113

Black bars> 2.0 st. devs. from mean. q or ) signifiesdata points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity

ARG

000 001 002 003 004

GLN

000 001 002 003 004

PHE

60

Freguency

0.00 001 002 0.03 0.04

4p

odb2b76

ASN

000 001 002 003 004

GLU

000 001 002 003 004

TRP

60+

Frequency

0.00 001 0.02 0.03 0.04

1»

Page 1

ASP

Frequency

000 001 002 003 004

HIS

1»

Frequency

0.00 001 0.02 0.03 0.04

TYR

2p

0.00 001 0.02 0.03 0.04

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1530 CB N 1458 CA CA 1525 C CA 1521 CB CA 1525 C CA 1530 CB
A Met O AAla 5 A Ala 15 A Ala 15 A Leu 17 A Leu 17
CA 1521 CB CA 1521 CB CA 1525 C CA 1521 CB CA 1530 CB CA 1525 C
A Ala 20 A Ala 22 A Ala 24 A Ala 24 A GIn 25 A Asn 27
C 1341 N CA 1525 C N 1466 CA CA 1530 CB CA 1521 CB CA 1525 C
1.269 1.409 1.378 1.597 1.581 1.579
A Asn 27-APro 28 A Pro 28 A Pro 28 A Asn 29 A Ala 30 A Lys 31
CA 1530 CB CA 1530 CB C 1231 O C 1329 N CA 1525 C CA 1530 CB
1.609 1.589 1.132 1.260 1.593 1.426
AlLys 31 Aleu 34 Alle 35 Alle 35- A Ser 36 A Ser 36 A Ser 36
CA 1525 C CA 1540 CB CA 1525 C CA 1525 C C 1231 O CA 1525 C
v v ~T Taes EET Toos
A Lys 37 AVa 38 A Tyr 39 A Met 41 A Arg 42 A Arg 42
N 1458 CA C 1231 O CA 1525 C CA 1540 CB CA 1525 C CA 1525 C
1.405 1.178 1.589 1.600 1.472 1.437
A Arg 42 A Ser 43 A Ser 43 A Thr 45 A Ala 48 A Ala 53
CA 1521 CB CA 1521 CB CA 1525 C CA 1525 C CA 1530 CB CA 1525 C
1.449 1.593 1.462 1.467 1.462 1.462
A Ala 53 A Ala 54 AVa 55 A Asp 58 A Asp 58 A His 59
C 1329 N CA 1530 CB C 1231 O CA 1530 CB CA 1530 CB C 1231 O
1.269 1.439 1.086 1.468 1.585 1.172
A His 59- A Asp 60 A Ser 61 A Glu 63 A Glu 63 A Tyr 64 A His 65
CA 1525 C CA 1525 C CA 1525 C CA 1530 CB N 1458 CA N 1458 CA
1.468 1.473 1.470 1.447 1.404 1.510
A His 65 A Phe 66 A His 67 A His 67 A His 67 A Asp 68
C 1231 O CA 1525 C CA 1525 C C 1231 O CA 1525 C CA 1530 CB
1.167 1.448 1471 1.179 1.459 1.619
A Ala 71 A lLeu 76 A GIn 79 AVa 82 AVa 82 A Tyr 84
C 1231 O CA 1525 C CA 1530 CB CA 1525 C CA 1530 CB CA 1525 C
1.175 1.468 1.477 1578 1.629 1.408
A Phe 85 A Phe 85 A His 87 A Cys 89 A Cys 89 A Pro 90
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Distorted geometry
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Main-chain bond lengths (contd)
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Distorted geometry
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Main-chain bond lengths (contd)
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Distorted geometry
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Main-chain bond lengths (contd)
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1.462 1.422 1.650 1.451
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A Ala410 A Thr 411 A Asn 419 A Asn 421

CA 1521 CB CA 1540 CB CA 1525 C CA 1521 CB
L | L |
" 1658 "o1647 ! 1.605 581
A Ala424 A lle 425 A Ala429 A Ala429

CA 155 C CA 1525 C C 1329 N C 1329 N

1.579 1.582 1.228 1.276
A Asn 441 A GIn 442 A Gly 445 - A Glu 446 A Glu 446 - A Asn 447

Page 4

pdb2b76 10.ps




PROCHECK

Distorted geometry
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Main-chain bond lengths (contd)
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Distorted geometry
pdb2b76

Main-chain bond lengths (contd)

CA 1525 C

N 1458 CA

N 1458 CA

1.633 1521 1511

A Ala557

CA 1530 CB

I

1.437
A Leu 563

C 1231 O

|
|

1.168

I
1
I
1
I

1.509
B Glu 16

CA 1530 CB

I
I
I

1.473
B Asn 46

CA 1525 C

oy}
~

Cys 7

N 1451 CA

I
I
I

1.515
B Gly 130

CA 153 CB

I
I
I
I
I
|

1.471
B Pro 136

C 1231 O

1
[
I

1175
B Leu 236

2
g
N
14
&
Q)
>

1.516
CThr 1

CA 1540 CB

[
[
I

1595
Clle 9

A Alab57

C 1231 O

1.180
A Tyr 565

CA 1521 CB

1.695
A Ala576

CA 1530 CB

1.469
B Tyr 30

CA 1530 CB

1.473
B Asp 50

C 1231 O

|
I
I
I

1.180
B Thr 79

CA 1525 C

1.462
B lle133

CA 1525 C

1.465
B Leul75

CA 1540 CB

1591
B lle 237

C 1231 O

|

1.286
CThr 2

CA 1540 CB

1597
Cva 98

A Asp 558

CA 1530 CB

1.456
A Asp 567

zZ
-
~
a1
<)
(@)
>

C 1231 O

1.151
B Asp 31

CA 1530 CB

1.474
B Tyr 53

CA 1521 CB

1.464
B Ala 92

CA 1540 CB

1.479
B lle133

CA 1540 CB

1.419
B Vva 207

CA 153 CB

1.610

CA 1521 CB

1.467
CAlall4

CA 1540 CB

I
I
[

1.457
A Thr 560

CA 1530 CB

I

1.413
A Pro574

CA 1525 C

[
I
I

1.584
BAsn 5

CA 1521 CB

436
B Ala 39

C 1231 O

1112
B Ser 56

CA 1540 CB

1.460
Blle 98

0
>
=
1
i)
a
0

1.473
B Thr 135

CA 1540 CB

1.480
B Vva 213

@]
=
W
R
©
z

1.244
B Pro 242 - B Arg 243

CA 1525 C

I

1.467
CThr 75

CA 1540 CB

CA 1540 CB

1.481

0
> >
_|

=
a =F
AN |
()]
O B

1.425
A Pro 575

CA 1540 CB

1.486

C 1231 O

1.176
B Tyr 42

CA 1540 CB

I

1.450
B Vva 69

CA 1540 CB

1.474
B Vva 104

CA 1540 CB

I
|

1.469
B Thr 135

CA 1521 CB

1.453
B Ala221
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CA 1530 CB

1.585
A Arg 562

C 1329 N

1.229
A Pro575- A Ala576

CA 1525 C

1.455
B Glu 16

CA 1530 CB

1.451

<
> W
[N —
1 <
N -
131

I
9] N

1.474

Q)

> (o8]

.

g2 4
\l

@) =

1.585

W
Q
<
&
o

C 1231 O

1.168
B Pro 136

C 1231 O

1.142
B Asp 234

CA 1540 CB

[

1.621
CThr 1

CA 1521 CB

I

1.453
CAla 93

CA 1525 C

I

1.473
DPro 3
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Main-chain bond lengths (contd)

CA 1540 CB CA 1521 CB CA 1540 CB C 1231 0 C 1231 O C 1231 O
1.477 1610 1611 1355 1.300 1176
DVva 93 D Ala 95 D Thr 108 OThr 1 OArg 4 OLys 5
CA 1540 CB CA 1540 CB CA 1540 CB C 121 0 CA 1530 CB CA 1530 CB
1.484 1.597 1.599 1.284 1582 1587
ova 8 OThr 14 Olle 97 O Asp 100 O Asp 100 OLys102
C 1231 O CA 1530 CB CA 1540 CB CA 1521 CB
1.283 1587 1.485 1.406
O Trp 130 PLys 6 Plle 37 PAla 95

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

Main-chain bond angles

CA CA CA A CA N
AGIn 1 A Phe 3 AGIn 4 A Ala 12 A Gly 13 A Pro 28-A Asn 29
1112 1101 1101 1217 1112 1101
A Ala 30 A Ser 61 A Asp 638 AlLeu 76 A Cys 77 A Arg 105 A Arg 106
cB 101 c 1230 N C 1217 ca N 1112 1112 1112
CA C N CA
AVa 113 A Gly 118 - A Met 119A Gly 118 - A Met 119 A Alal127 A Thr 131 AVaI 167

CA N CA CA CA
AVa 189 AGIly193-AGly194 A Gly194  AArg197-Ava 198 A Gly 206 A Pro 222
N 1112 1230 1118 1112 1125 1112
CA
Aleu223 Ava229- A Gn230 A Pro 233 A Met 243 A Gly 249 A Tyr 262
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Main-chain bond angles (contd)
110.1 111.2 110.5 1125 116.4 123.0
A Asp 265 A Tyr 266 A Tyr 266 A Gly 269  AGly 269 A Pro 270 A Gly 269 A Pro 270
1226 cA CB 1101 N 111.8 116.9 110.1 111.8 C
CA
A Gly 269 A Pro 270 A Pro 270 A Pro 270 A Pro 270 - A Glu271 A Glu 276 A Pro 277
N 111.2 C N 111.2 © 111.2 1217 CA CA 116.2 1118
CA CA
A Asn 302 A Val 312 A Glu 321 A His325- A Glu326 A Glu 326 - A Arg 327 A Pro 329
110.1 111.2 111.8 111.2 111.2 1125
A Phe330 AVaI 341 A Pro343 A GIu 346 A H|3355 A GIy 360
1101 111.2 cB 1101 c N 111.2 C N 1125 cC N 1125 c
CA CA CA CA
AAsn 366 A H|3386 A Leu 391 A Ala410 A Gly 418 A Gly 445
1217 1217 ca CB 1101 1112 1112 110.1
A Glu 446 - AAsn447AAsn447 A Trp 448 ATrp448 AVaI 489 AThr 492 A Cy5517
N 110.5 CB c 121.7 CA C 121.7 caA N 110.5 CB 109.1 1112
CA N N CA
A Cys517 A Ala519 - A His520 A Gly 538 - A Cys 539 A Asp 544 A VaJ 545 A Phe547
1217 CcA CA 1162 1217 ca CB 1091 1112 111.2
A Arg 555 - A Asp556 A Asp 556 A Ala557 A Asp 556 A Alas57 A Thr 560 A Ser 566 A Leu 573

pdb2b76 10.ps
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Main-chain bond angles (contd)
111.8 111.2 110.1 116.2 121.7 1226 CA
AProS75 BMet 3 BTyr 13 B Tyr 13- BAsn 14 BTyr 13- BAsn 14 BAs 14 B Pro 15
N CA N
BPro 15-BGlu 16 B Asn 46 B Ser 124 B Gly 169 B Lys 241 CThr 1-CThr 2
N 112 ¢ 1217 111.2 111.2 N 112 ¢ N 112 ¢
CA CA CA
CThr 2 CThr 2- CLyS 3 C IIe 70 CAIa 94 ClLys 99 CTrp130
c 1226 CA 1112 1112 1125 111.2 1125
N
D Leu 39-D Pro 40 D Phe 61 M GIn 25 M Gly 169 M GIu 227 M Gly 267
N 111.2 C 1125 111.2 111.2 111.2 111.2
CA
M Asn 394 M Gly 464 M Lys 487 M Asn 546 M Phe 547 N Lys 189
c 1217 ca N 111.2 C N 111.2 C N 111.2 c 111.2 111.2
N CA CA CA
Olle 68-0OVa 69 Olle 70 O Ala %4 OLys 99 OMet 103 OLeu 128
N 112 ¢ N 12 ¢ N U2 ¢ N 2 ¢ 111.2 111.2
CA CA CA CA
Plle 1 PAsn 4 PGlu 10 Pva 12 PIIe 27 PAIa 48

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea”, actual, diff.
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Distorted geometry
pdb2b76

Planar groups
- 5 . cB cB B )
0.037 0.043 0.033 0.043 0.034 0.045
A Tyr 64 ATrp 75 A Tyr 84 A Phe 133 A Phe 152 A His219
cB cB = cB cB e )
0.060 0.034 0.046 0.043 0.040 0.036
A Phe 228 A Phe 402 A Trp 448 A Phe 498 A Phe 547 A His 550
CB CcB CB cB & ] CB )
0.044 0.033 0.032 0.038 0.045 0.055
B Trp 55 B Phe 80 B Phe 109 B Tyr 142 B Tyr 179 B His217
cB cB cB cB LB 4
0.031 0.039 0.052 0.050 0.040 0.053
CPhe 21 CTrp113 C Phe 125 D Phe 13 D His 80 D Trp 98
CB CB CB CB SE CB
0.043 0.050 0.053 0.047 0.031 0.065
M Tyr 356 N Tyr 30 N Tyr 209 OTyr 7 O Phe 87 O Tyr 129
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Distorted geometry
pdb2b76

Planar groups (contd)

3 Q9 Q

0.038 0.055 0.036 0.034
O Trp 130 PPhe 17 P Phe 66 P Phe 100

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