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Plot statistics
Residues in most favoured regions [A,B,L] 779 85.7%
Residues in additional allowed regions [a,b,l,p] 117 12.9%
Residuesin generously allowed regions [~a,~b,~l,~p] 11 1.2%
Residues in disallowed regions 2 0.2%
Number of non-glycine and non-proline residues 909  100.0%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 92
Number of proline residues 45
Total number of residues 1058

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

Page 2

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

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 (52)

Chi1-Chi2 plots
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Arg (65)
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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.

pdblnen 03.ps




Main-chain parameters
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Plot statistics

Comparisonvalues  No. of
No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 909 85.7 68.7 10.0 1.7 BETTER
b. Omega angle st dev 1051 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 68 6.4 17.9 10.0 -1.1  BETTER
d. Zetaangle st dev 965 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 684 0.8 1.0 0.2 -1.0 Inside

f. Overall G-factor 1058 0.2 -0.8 0.3 3.3 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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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 97 11.2 26.3 6.5 -23 BETTER
b. Chi-1 trans st dev 313 13.0 25.7 53 -24 BETTER
¢. Chi-1 gauche plus st dev 419 13.2 24.3 4.9 -23 BETTER
d. Chi-1 pooled st dev 829 13.1 25.1 4.8 -25 BETTER
e. Chi-2 trans st dev 280 15.4 25.3 5.0 -20 BETTER
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
%80
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g w0
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o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
. b. Absolute deviation from mean of omegatorsion
g
£
)
<
@
g
£
© 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 37
g 2
L
S
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A I ) — N\/\/\ e Y\ ——ANNINN\N\Y
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AABAAAAARAAN W ‘ : AAAAAAAAAAAAABIAAAAAR ‘ AARBAAAAAAAAAAAA : : : ‘ :
MKL PVREFDAVYV | GAGGAGMRAALQI SQSGQTCALL SKVFPTRSHTV SAQGG| TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA I LELE
f. Max. deviation (see listing)
g. G-factors
Phi-psi [} N T T
Chil-chi2
chi3 8 s H F
Omega [T [
Dihedrals [T T T T T T I T T T T T T T LT 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
MCbonds T T T T I
MCangles [T P P
Mainchain (T T T T T I T T T T T T T T T T T TP T T T T T T T TP T TP T PP T T T T T T
Overall OO T T T T T T T T T T T L T T T T L T T T T LTI LT LI T IT]
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
% 80 -
g 60
8 401
< 20+
o
105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 41
® 21
£
© 105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
5 5]
£ 37
g 2
L
S
105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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
ABAAA : ‘ AABARAAAABAA AAAAAAAAAAAAAABAANBABAAABAAAAAAA ANl IAAAAAA AL : ‘ |
HMGLPFSRL RPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT I FSEWYALDLVKNQDGAVVGCTALCIETGEVVYFKARATVLATGGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi . (T [TH ICHA H o A
G Rediiett :
Chi3 & chi4 ENEEE L
Omega [T [ [
Dihedrals  [TTTTI 111 I T T T T LTI T T TP T T TP T T T T T LT TP T T T I T T T I
MCawe Y HeE R A AR A A AR AR AR
Mainchain  [(TTTTTTT1) OO T T T TP T TP T T TP T T PP T T T IT T I T T T
overdl  [TTTTIIIT] [T LT T T T T L L T L L T T T T T LI T LI T LTI
105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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Residue properties
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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.

206

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

206

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

206

215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

e A e e T s A

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
BEAAAAAARAAAR ABAARBAAAAAAAN B AAABA ABAAAN N_I/\/\/\/\/m_l/ﬂ/\/ﬂ |

T T T T T T T T T T T T T T T T
GRIYQSTTNAHINTGDGVGMVA | RAGY PVQDMEMAWQFHPTG I AGAGVLVTEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARSIMI EI REGRGCDG

f. Max. deviation (see listing)

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

Chi3 & chi4

Omega

Dihedrals [

MChbonds []

Mainchain  []

Overall {1

T T T T T
[T T TP T
MCangles [T
[T T I IIITTTTT
[T I T I ITITITTTITT
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

80
60
40 -
20

Chi-1 abs. mean dev.

306

315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

306

315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

306

315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

d. Secondary structure & estimated accessibility

it NV RRA T ——————

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

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

AABAREAA AAAAAAATIA FAAAAR IAA
T T T T T T T T T T T T T T T T T T T T
PWGPHAKLKLDHLGKEVLESRLPGI LEL SRTFAHVDPVKEPI| PV I PTCHYMMGG | PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACV SVHGANRL GGNSL

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)

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

406 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

406 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

406 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

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

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

ABAAAAAAAAAAAAAANTIFIAAAA ABAAA  AAAAAAAAAAANAATAAAATITIEE
T T T T T T T T T T T T T T T T T T T T
LDLVVFGRAAGLHLQES| AEQGALRDASESDVEASLDRLNRWMNNNRNGEDPVA | RKALQECMQHNF SV FREGDAMAKGL EQLKV | RERLKNARLDDTSSE

f. Max. deviation (see listing)

**********************************************************************
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
€ 6
8 41
® 21
£
© 506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
% 4
e 3
g 2
LR
S
506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
B\ eppne s s s L
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ )
FNTQRVECLELDNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWLCHSLYLPES TRRSVNMEPKLRPAFPPKIRTY MRLEFSIY
f. Max. deviation (see listing)
g. G-factors
i-psi H- WL e H Fr:::
il i iy i
Dihedrals BT T T T T T T IT T T T T T T I T T T I T T T T T IO TT T TP T I T I ) OO I T T T 111 [TTTTTTT]
MCape HHHHHHHHHAHH A A HHHHH
Mainchain (T T T T T T I T T T TT OO T TP TP T TP ) T T T TT] [TTTTTTT]
Overall T I I T I T T I T T AT T IT T ITITITTITITITTITTITITITT] OO IT T T T T TT T ITTT] ITTTTTT
506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
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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.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

9 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105

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

d. Secondary structure & estimated accessibility

b T
¢ s

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

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

HA AR AAAFAAAAAAAART AAAAAATAR
T T T T T T T T T T T
RYNPDVDDAPRMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP I SALNQPGKK IV I RPLPGL PV I RDLVVDMG

f. Max. deviation (see listing)

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

Phi-psi . (e Ll T | H B ]
Chil-chi2

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T I T T T TITTLT
MC bonds [T T T T T
MCangles [T T
[T T T T
[T T I T I T TIT

Mainchain  []

Overall {1
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Residue properties
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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.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

AN —

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

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

QFYAQYEK | KPYLLNNGONPPAREHLQOVMPEQREKLDGLYEC| LCACCSTSCPSPMWWPDKF | GPAGLLAAYRFL IDSRDTETDSRLDGL SDAFSVFRCHS

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
209 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
£ 4
o 2
£
O 209 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
e 3
)
R
S
209 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
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Residue properties
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Main-chain bond lengths
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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 angl o
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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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Main-chain bond angles
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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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RM S distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Distorted geometry
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Main-chain bond lengths

N 1458 CA

1512
A Glu574

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

Main-chain bond angles

A Pro 118 A Phe 119 A Gly 121 A Gly 127 A Glu 574 B Phe 204

N 112 ¢

121.7

CA
ClLys 7

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

Planar groups
CB CB CB cB CB EB ]
0.032 0.031 0.039 0.031 0.033 0.033
A Phe 126 B Phe 204 CTrp 75 D Tyr 32 D Phe 66 DTrp 73
B cB
0.031 0.036
D Trp 77 D Tyr 104

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