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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.

pdb2d2c_02.ps




PROCHECK

Page 2

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 (58)

Asn (66)

Chi1-Chi2 plots
pdb2d2c

Arg (50)
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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
pdb2d2c

OOa Ramachandran plot quality assessment

Resolution (Angstroms)
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0 d. Alpha carbon tetrahedral distortion
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f. Overall G-factor
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-1.0
-1.54
-2.01
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Resolution (Angstroms)

Plot statistics

Comparisonvalues  No. of

) No.of Parameter Typicd Band  band widths

Stereochemical parameter datapts  value vaue  width  from mean

a %-tageresiduesin A, B, L 1516 50.8 445 10.0 0.6 Inside

b. Omegaangle st dev 1810 1.3 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 349 19.1 41.7 10.0 -23 BETTER
d. Zetaangle st dev 1662 1.1 31 1.6 -1.3 BETTER
e. H-bond energy st dev 939 1.0 12 0.2 -1.1  BETTER
f. Overall G-factor 1828 -0.2 -11 0.3 29 BETTER
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Side-chain parameters
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Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 256 20.8 34.6 6.5 -21 BETTER
b. Chi-1 trans st dev 487 18.2 323 53 -27 BETTER
¢. Chi-1 gauche plus st dev 659 21.3 311 4.9 -20 BETTER
d. Chi-1 pooled st dev 1402 20.5 320 4.8 -24 BETTER
e. Chi-2 trans st dev 346 17.8 30.1 5.0 -25 BETTER
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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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Residue properties
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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

N B OO

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility
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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

: : ‘ : m‘/\/\/\l_l_‘l_l/\/\r‘l/\l_l_l/\/‘\/\/\/\/‘\/\l_l/\/ﬂTN‘W A N‘I_FV\ITV\AN_ITI_V\/\I_ITV\I_I_V\/‘\AMA/‘\AN_V\/‘\J_I_FIT‘HT
PRELTWI SGV I LAV I TVSFGVTGY SL PAWDQVGYWAVK | VSGVPEA | PVVGVL | SDLLRGGSSVGQATLTRYYSAHTFVLPWL | AVFMLLHFLMIRKQGI S

f. Max. deviation (see listing)
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Resid t e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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5 10 b. Absolute deviation from mean of omegatorsion
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10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
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Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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Resid t e

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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5 10 b. Absolute deviation from mean of omegatorsion
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Residue number

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

g
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N
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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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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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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
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60
40 -
20

Chi-1 abs. mean dev.

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

42 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

42 5 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

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
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f. Max. deviation (see listing) :
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g. G-factors
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Residue properties
pdb2d2c

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

142 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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T T T
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f. Max. deviation (see listing)
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Phi-psi . T [T [ T 1
Chil-chi2

Chilonly

Chi3 & chi4
Omega

Dihedrals [T
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MCangles [T
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Mainchain [T

Overall [1
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Residue properties
pdb2d2c

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

242 250 255 260 265 270 275 280 285 20 25 30 35 40 45 50 55

Residue number
b. Absolute deviation from mean of omegatorsion

N B OO

Omega abs. mean dev.

242 250 255 260 265 270 275 280 285

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

20 25 30 35 40 45 50 55

N B O

Zeta abs. mean dev.

20 25 30 35 40 45 50 55

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

242 250 255 260 265 270 275 280 285

Residue number

d. Secondary structure & estimated accessibility

e AARNANARNAA—R D —— PR A~

Key:- <™ Helix

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

e. Sequence & Ramachandran r

ions a Most favoured m Allowed [ Generousll Disallowed

anl]

QDDTE I VLQDPNRVKWM I AF | CLVMLAQLML | LKKKQVEKVQAAE

f. Max. deviation (see listing)

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

T T T T
DMGRRQFMNLLAFGTVTGVALGALYPLVKYF | PPSGGAVGGGTTA

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

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

Overall

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155

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

d. Secondary structure & estimated accessibility

E TR et M I

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

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

; i ; A AAAANIA A.JDDAAAAAAQ[ITANTT/V‘ AAL FTWﬁﬁ$Ff%F%F%AANT‘ A W HNTA ‘ ‘
KDKLGNNVKV SKFLESHNAGDRVLVQGLKGDPTY | VWVESKEA | RDYGI NAVCTHLGCVV PWNAAENKFKCPCHGSQYDETGRYV | RGPAPLSLALCHATVQ

f. Max. deviation (see listing) .
+ * * + 6 +
R R I i R R Rttt S SN S S SN Sae s tr L renne 0

g. G-factors
Phi-psi [ [ [ W] ]%
Cifhe TR WAL esEainit
Chi3 & chi4 [T 1] I I HEEEEN I [T |
Omega [T [T [T [T [T [1 [T W [T
Dihedrals [T [T [T T T T T T T T [T T LT el e T T T T T L T T T T [ e T [T T B T T ]
MChbonds [T T T T T T T T P P T P T P T T P P P P T P T T P T P P P PP
MCangles [T T T e e T P T T e e P P e T T T e T P T T T T
Mainchain [T T T [T T TP TT TCT T T T T T L T T T T T TP T L LT P T T T T T T LT LTI
Overall [ \\\\\M\\\\M\\H\J\\\\J\\\\J\\\\J\\\\J\\\\\\\\M\\\\M\\\\M\\\\M\\\\M\\\\\H\\\\\\\\\\\ﬂ\ﬂ\\\\\\\\\ﬂ\

57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155

C = cis-peptide

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

% 100
% 80
£ 60
g w0
< 20
o
157 165 170 175 5 10 15 20 25 30 10 15 20 25
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 °7
E 6
g 4
P 21
£
O 157 165 170 175 5 10 15 20 25 30 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
% 8
e 6
g 4
22
S
157 165 170 175 5 10 15 20 25 30 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T ExA— F—ANAARRNAARS
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ N Al A ‘ ‘ ‘ ‘ ‘ EEAAAAARIANAN : ‘
DDN | VLTPWTETDFRTGEK PWW MILGAVFY IVFIALFFGIAVGI | FAIKSIKLI MTEEMLYAALL SFGL | FVGAMGLGVL
f. Max. deviation (see listing) .
+ 4
st e cended e e drrrrdii et ot
g. G-factors
Phi-psi . :—:r rﬂFH,, mll: [T !:IrI::
gﬁiéémczm \\77\\\ I [ \\\\77\\ [T [T [
om
Dihzﬁals HH\HII‘I‘\HH}H\I]‘]‘] \‘II‘\H\H\H\HHHH“\HHHH HHHH\‘IHHHHHHHH
MCbonds [T T T T T T T T T I T T T I A
MCangles [T T T A A T R T T T T e
Mainchain  [TTTT T T ITITITITITITT1] T I I T I T T T I T T T I T TT
Overal [T TR LT, L] (T T B T o S R I LT EEEEEESENE NN NN NN R
157 165 170 175 5 10 15 20 25 30 10 15 20 25

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

% 100
% 80
£ 60
g w0
< 20
o
27 35 10 15 20 25 30 5 10 15 20 25
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
8 4
o 2
£
© 27 35 10 15 20 25 30 5 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
%8
e 6
g 4
22
S
27 35 10 15 20 25 30 5 10 15 20 25
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
—— G AN RN g=—— H =" = ANANANN = N ——
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HA FEANAA  BRAAAAABANABNA : ‘ ‘ ‘ ‘
LLK I QGAEKE LVLGLVFATLGGL FYAAYQQYKRPNEL | DVLGWALLVVFTWS | AMVVWGRNGL EIQALA
f. Max. deviation (seelisting) . -
*5 4 45 +
St Brran fihironarn, cadnaen 1ot et :
g. G-factors
i~ 1rl ﬂ [ F [T M (O O O 11 P [ #
e, B = i i il
Dihedrals [T 1] [T T T TR T T I T [T A TT AT T T T T T ITTT I 1 [T
MCages TR EH A EENENRARNRNNERENENRERERESE HH
Mainchain  [TTTTTTTTT] T T I T I T I T T I T T T T T T T T T T I [T
Overdl  [ITIILIITI] (OO T T LR [ LI T TR (O LI T I LT LI T I T T EEEEEN]
27 35 10 15 20 25 30 5 10 15 20 25

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

80
60
40
20

Chi-1 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
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

19 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.
N A OO

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

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

ANANN = VIR ANNNANNTE 2

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

equence & Ramachandran regions & Most favoured = Allowed [ Generous l Disallowed

AIIAIIIIAIIIAII
DDVTSKYVPPHVNI FYCLGGI TLTCFL | QFATGFAMTFYYKPTVTEAYASVQY IMNEVSFGAWL | RSI HRWSASMMVLMM I LHVFRVY L TGGFKKPREL TW

f. Max. deviation (see listing)

* Xy kg * ok * P L + * +* * 4 F* 4 * 4 * * 4
Kok pkk Kk kK Kk Kk Kk pkk ok gk pkokk gk Koy + o+ ** 44 FR K K KKK KKKk K phkkKk Kk gk 4Lk Rk x 4 e A
Khhkkhkkk Khkkhkkk K KKk KK KKk Kk Kk Kk kk* Kk * kKKK Kok ok Kk KRhk KKk Kk Kk kK kK hk Kk khkkkk Kk Kk k kk Kk k ok * k% KKk KK KKk

g. G-factors

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

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

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

i A i m‘/\/\/\/\l_‘l_l/\/\r‘l/\l_l_l/\/‘\/\/\/\/‘\/\/\l_m/\ NN ; N_I_I‘_V\/W_I/N_V\N_I‘_W_I_V\/‘W\/\/\/‘VVTV\/‘M_IFI_\
I SGVILAVITVSFGVTGY SL PADQVGYWAVK | VSGVPEA | PVVGVL | SDLLRGGSSVGQATLTRYYSAHTFVLPWL | AVFMLLHFLMI RKQGI SGP

f. Max. deviation (seelisting)
++ 4

ceens e ol : RV R oD onhon Lt

g. G-factors
Ph [T] F::ﬂ qu -ﬂ MF.- ::1 .-H::
gEi%§2L2i4777\\ I [ \\7\\\ HEEEEN :\H.: [ \\77
Oom [ [ [T [T [T [T [T [
Dihzﬁals T T T T T T T T T T T T e e T P o P T T T T T e T T T T T T T T T T T T T
Mc oo THHHHHHHHHHR R R AR
Mainchain [T T T T T T I T T TP LT T T P T PP TP T T AT P PP PP T T T T TP T LT LTI T T T TP LTI T 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 I T T I T I T T TT T T ITITITTTIT I [T

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

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

& 100
g 80
£ 60
g w0
< 20
o
18 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
g
5 °7
E 6-
g 4
P 21
£
© 18 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
§ o]
£ 67
G 4 -
AR
S
18 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
O m
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
o e o e A AAAREA ABEAABMAAAAARIIAN Bl ABA ; : : AA BERAAAARIA ABIATIAARIE
LAKGMGHNYYGEPAWPNDLLYVFPVV IMGTFACIVALSVLDPAMVGEPANPFATPLEILPEWYLYPVFQILRSLPNKLLGVLLMASVPLGL | LVPFIENV
f. Max. deviation (seelisting) . .
A oL,
St rn e mitnown n0 ran e tie o el ottty e the
g. G-factors
Phi-psi . [T [ [T
e T TR
Chi3 & chi4 [ I I [T RN [ [T [T [ T [
Omega [T [ [ [T [T [ [T T [ T [T
Dihedrals [T T T T T I T T IO T I T T TR T T T T T I I T T B T ] T T T T T T T T T T T T T I T T
Mgbonds [TTTT [TTTITTT \HHHHHHHHHHHH\HHHHH\HHHHHH\HHH\HHHHHHHHHH
angles [T [T T T T T T TS T T A T T T A T T T P T T T T
Mainchain [T T T T T I IT TTTTT T T T O LT LT T T T T T T I T T T T LT TP T T TP I
Overall [T I T T T Tl T T T T T T e T e el I L T T T [ T L L T R LT T
18 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

pdb2d2c_06.ps
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 80 -

g 60

8 401

< 20

o

118 125 130 135 140 145 150 5 10 15 20 25 30 35 40 45 50

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

£ 4

o 2

S

O 118 125 130 135 140 145 150 5 10 15 20 25 30 35 40 45 50
Residue number

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

g

g 4

N

118 125 130 135 140 145 150 5 10 15 20 25 30 35 40 45 50

Residue number Highlighted residues are those that

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

Y PRI A

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

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

BAAAATA
T T T
NKFQNPFRRPVATT | FLFGTLVTIWLGI GAALPLDKT YPFWAQQTYPPTPREPTGRIVCANCHLAAKPAEVEVPQSVLPDTVFKAVVKI P

f. Max. deviation (seelisting)
R . 2

+ +
Pireerng Tele g og apeeeieesss ST UL UL SR ST U S SO TE SR
g. G-factors
Phi-psi . ] T
S e e e
Chi3 & chi4 [ ] 1] 11 [T [ ] [T ] I [ ] 1] I
Omega [ [T [T [T [ [T [1 [ [T [1
Dihedrals (TR T T T T I TS T T T T I T A T 1 [T TT R T T I TR T T T T T I T I T I T I T T T
e RS BESEEMSEEESEEESS B RS CEEE| A A
Mainchain - [T T T T TI T T L [T T T I I T I T T I T T T [T I I I I T I T I I T T T I I T
Overall \J\\\\\\‘\\\\M\\\\M\\\\\\\\\\J\ \\M\\\\\ [TTTTI \\\M\\\\M\\\\\J\\\\J\\\\‘\\\\M\\\\M\\\\\\\\\\J\\\
118 125 130 135 140 145 150 5 10 15 20 25 30 35 40 45 50

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

54 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

R = = i

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

e. Sequence & RammhmmA Most favoured m Allowed [l Generous ll Disallowed
WWNMV{VH

‘ : ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ FAAAAAN A BREAABAAAAAAAAAAAAAAAARL
YDTKLQQVAADGSKVGLNVGAVLML PEGFK | APEER| PEELKKEVGDVY FQPYKEGQDNVLLVGPL PGEQYQE | VFPVLSPNPTTDKNIHFGKYA I HLGA

f. Max. deviation (seelisting) :
* *8

+ + * 4 gk +
* %

+x* + * +* % B R A ++ 4+ Fr 4 L ++ + +* + 4+ * 44 ++

g. G-factors
Phi-psi . [T T ] [T [T e [] H ]
i T A S ;
Chi3& chi4 [] [ I T [ [ [ |
Omega [T [T [ NN EENEEEN [ [ [ [
Dihedrals T T T T I T T T T I T T T T T T T O T T T T T T T T T T T T T T T T LTI T T T LT T
MCbonds T T T T T
MCangles [T T T e e e e P T P
Mainchain (T T T T T T T T T T T T LTI T T O LT TP T T T T TP T T TP TP T T T TP T T T T T T
Overall T T T T T T T T T T I T T T T I T T I T T T T T T T I T I T T T T T T TT T T IT T I T T IT T TITTITT]

54 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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

d. Secondary structure & estimated accessibility

B R OEE T —

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

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

1l 8 s e e W iml] o bemeermn mevven {HH B (HE Fmaum o Do
NRGRGQI YPTGEKSNNNVFTASATGT | TKI AKEEDEYGNVKYQV S| QTDSGKTVVDT | PAGPEL | VSEGQAVKAGEAL TNNPNVGGFGQDDTE | VLQDPN

f. Max. deviation (see listing)

4 + * % o+ 4+ 4 + * Kk g K Xk 4 4K x * 4 * * ko * ok kk ok * x4 * 4
* Kk K *k  kk kkkkkk K kk kK kK kkk Kk kkkkkkkkk Kkkkkk X Kk kkkk * * kkk ok kK Kk kK koK Kk K * %

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

3 100
%80
£ 60
g w0
< 20
o
254 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g 8
E 6
£ 4
o 2
£
O 254 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
g 6
g 4
R
S
254 260 265 270 275 280 285 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
SARRAARN P —— P RAAR —
Q — M
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAMA AN AEA B MAMAAN R Ay AREIEEL B AREAAAA
RVKWMIAF | CLVMLAQLML | LKKKQVEKVQAAE DMGRRQFMNLLAFGTVTGVALGALYPLVKYF I PPSGGAVGGGT TAKDKLGNNVKYV SK
f. Max. deviation (see listing)
g. G-factors
Phi-psi . :ﬁ ] Dﬂ F- 1Hm i 1 [ H::
i R L i il
Dihedrals [T T I T T I T T T LT TR ] ) T A T T A T T T T T T A T T T T T T T T
MChbonds (T T T T T T A T T T T T A
MCangles [T T A T T R T T T T T e T T T T T T T T T
Mainchain [T T T T I T T T I T TITITITITTTT] T T A T T T T T T T T T T T T T T I T T T T T T
overal [T I I I T T LI O e L T L R L L T LI T 1]
254 260 265 270 275 280 285 20 25 30 35 40 45 50 55 60 65

pdb2d2c_06.ps




PROCHECK
Page 18

Residue properties
pdb2d2c

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

& 100
% 80
g 60
g w0
< 20
o
69 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
£
O 69 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

69 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

d. Secondary structure & estimated accessibility

I e — D G

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

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

FLESHNAGDRVLVQGLKGDPTY | VVESKEA | RDYGI NAVCTHLGCVVPWNAAENKFKCPCHGSQYDETGRV | RGPAPLSLALCHATVQDDNIVLTPWTET

f. Max. deviation (see listing) .

+ * * 6 6 +

e p Ty nnrr o ttnr o owtrp 8t nnbn. tronprmtir i trrn it

g. G-factors
Phi-psi [T F .:ﬂm HF ] jg-ﬂ -:—:r
%Eiféﬂﬁmmz FH ] [ |1 [ ] [ \\77
Oom [ [ [ [ [T [ [ ] [ [
Dihz?ﬁls O T T T T T T T T T T T T T T T e T T T T T T P T P T T T T BT T T T T T 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 T T T T
MCangles [T T e e e
Mainchain [T T T T T[T T I T I I I LI T I T L I T T LT T L L L LT L L T LT L L T L L T T L I T L T L L T L T L L LT T L LT LT L LT LT T LT LT T
Overall \‘\H\\\‘\\H\‘\H\H\H\‘\H\\‘\\\H‘\HH‘H\H‘\HH‘H\H\\H\‘H\\H\H\‘H\\H\\C\\‘\H\HHH‘HHHHH‘HH

69 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

C = cis-peptide

pdb2d2c_06.ps
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Residue properties
pdb2d2c

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

& 100
% 80
£ 60
g w0
< 20
o
169 175 5 10 15 20 25 30 10 15 20 25 30 35
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
8 4
o 2
£
© 169 175 5 10 15 20 25 30 10 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
%8
e 6
g 4
22
S
169 175 5 10 15 20 25 30 10 15 20 25 30 35
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T R =A== S EARNNANANNANG e
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
Al 2 ‘ ‘ ‘ ‘ ‘ ENAAAAANANAI AAAN AAAARINIE [EAR
DFRTGEK PWWW MILGAVFYIVFIALFFGIAVGI | FAIKSIKLI MTEEMLYAALLSFGL | FVGAMGLGVLLLK I QGAEKE
f. Max. deviation (seelisting) .
*g * + 4
RELTRT s L s L L L,
g. G-factors
Phi-psi . rﬂ rﬂFH,, mll: 11 !:I [T 1rl
gﬁiéénicziﬂv | [ [ \\\\77\\ [HEREN [T \\7\\
szﬁals D‘j‘]‘]jj]j‘]‘] \}}\\HH\:H\HHH“\HHHH \H\H}}\‘II‘}HHHHHH\HHH\HH
MCagies T RN ENRNRENNENENIRENSNENRARERARE EH A A AR
Mainchain  [TTTTTTTTIT] T T T T T T T T T T T T T I T T T T T I T I T I T T ITIT T T]
Overal  [TTTIIT LT O T T B T L L R [T T LT (O e L LT I L T
169 175 5 10 15 20 25 30 10 15 20 25 30 35

pdb2d2c_06.ps
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Residue properties

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

pdb2d2c

Page 20

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

4 10 15 20 25 30

5 10 15 20 25
Residue number
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Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
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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 angles
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Black bars> 2.0 st. devs. from mean.
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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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Main-chain bond angles
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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
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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
CA 1540 CB CA 1530 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
1.486 1.593 1.593 1.490 1.594 1.595
A Va 101 A Glu 115 A Val 161 A Thr 188 Clle183 CVvad 219
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
1.594 1.609 1.597 1.602 1.482 1.487
Dlle 99 Elle 32 N Va 26 Nlle 32 N Va 101 N Thr 188
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB N 1458 CA
1.592 1.598 1.603 1.593 1.600 1.509
Plle 183 PVal 193 PVal 219 Q Thr 166 Rlle 32 SMet 2
CA 1525 C
1.589
T Pro 27

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

Main-chain bond angles

CA CA CA CA CA CA
A Ala 18 Ava 21 ATyr 25 A Lys 149 A Gly 162 A Arg 207
N 1125 C N 1118 cC N 111.2 cC N 111.2 C N 111.2 c ¢ 1226 CA
CA CA CA CA CA N
B Gly 23 B Pro 33 BLeu 36 B Tyr 38 B Phe 40 B Glu 64-B Pro 65

B Asn 67-B Pro 68 B Pro 68 B Phe 69 B Trp 79 B Arg 125 B Gly 144

N 111.8 C N 111.2 C N 1112 C N 111.2 C N 1125 C N 1125 C

CPro 53 ClLeu 78 ClLeu 249 D Met 19 D Gly 29 D Gly 53
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Main-chain bond angles (contd)
111.2 111.2 111.2 111.2 1118 111.2
E Phe 11 E Phe 16 G Lys 25 GArg 26 G Pro 27 N VaI 26
111.2 111.2 111.2 111.2 111.2 111.2
N VaI 30 N Phe 33 N Asp 141 N Lys 149 N Val 161 N Arg 207
111.2 1125 1125 1118 1118 111.2
N Gln 209 o Gly 21 ¢] GIy 28 o] Pro 30 ¢ Pro 33 o Tyr 38
111.2 1125 1118 1112 1112 1226
(@] Phe 40 (0] Gly 63 (0] Pro 65 (@) Leu 95 (0] Asn 116 OArg 126 O Pro 127

CA CA CA CA CA
OGly 144 O Gly 146 O Pro 150 PPro 53 PLeu 78 PLeu 249
111.2 1125 111.2 111.2 111.2 111.2
Q Met 19 QGIy 29 QASp 101 R Phe 11 R Phe 16 SGIn 31

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

Planar groups
cB cB E cB cB cB
0.073 0.038 0.034 0.035 0.031 0.040
A Tyr 25 A Tyr 105 A Trp 140 B Tyr 26 B Tyr 27 B Tyr 80
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Planar groups (contd)
CB CB CB 2 €3 B
0.037 0.035 0.049 0.059 0.044 0.032
C Tyr 147 D Tyr 36 D Tyr 41 E Phe 15 N Phe 33 N Phe 44
CB CB CB CB CB CB
0.047 0.034 0.041 0.032 0.046 0.075
N Tyr 57 N Tyr 66 N Tyr 105 N Tyr 136 O Tyr 27 OTyr 80
CB CB CB cB
0.039 0.037 0.049 0.068
P Tyr 147 QTyr 36 QTyr 41 R Phe 15

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