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Plot statistics
Residues in most favoured regions [A,B,L] 1809 90.0%
Residues in additional allowed regions [a,b,l,p] 185 9.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 12 0.6%
Residues in disallowed regions 4 0.2%
Number of non-glycine and non-proline residues 2010 1000%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 192
Number of proline residues 86
Total number of residues 2300

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
pdb2bs3

Ala(176) Arg (124) Asn (74)
180 D?%] 180 EEDD = 180T E
%@%m Eﬁ@g . e
90 m mE w{ B W w0l O
i u (]
L 0B 1218 e ol H 0 ' ¢
3 X 5
-90- B 153 -90 -90-
[ |
-180 -90 0 %0 180 -180 -90 0 90 180 -156E -0 0 90 180
Phi Phi Phi
180 hDAI;Sp (136) S— Cys (46) m Gln (68)
Sar [TEgs B Gt
90 H g@ 90 B 232 wi B g B 12
| E = "]
7 0 B .65 |
0 % 5 .86 0- Dﬁ% 01 g %
-90- B 102 -90 -90+
[ |
180 | =9'ij 0 %0 180 -180 -90 0 90 180 -180 -0 0 90 180
Phi Phi Phi
Glu (152) Gly (192) His (62)
180 180 o = 180 N
Eé%% =[S Dt% % . gs @EEB B
0 g N 90 90
' u 3 B 276 .
= " o

Eo- 0-
% g v || %0

-90- B
m "% 4 -

DE E]D
h) %0 B0 180 %0 0 %

Phi

-180 -0 0 90 180 -180 -90

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.

pdb2bs3 02.ps



PROCHECK
Page 3

Ramachandran plots for all residue types
pdb2bs3
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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.

pdb2bs3 02.ps



360
360

%
®
- |

Page 1

360

R e e R

270

270

Asp (136)

Chi-1

| I
| |
| | | T | ~ o
| | — | | | ) | |
| | (@) I | o' <t | I =
| | | — LO | | | — (@) m_i ,m_
s L Bpthle v | o gn . |oer N T = = N =
| - ~ O - C = —
” i S ” S 3
| | |
| | Q) | -
| | |% | |% |%
e , , nf
[ - — — — _ - - - - - -0 - - - - - - -4 b __ - _-__
4 | .- mg " |
| | |
| | |
& & & T s S ! ° & S & ! °
) = ISe) K 1] = % 1) = & %
™ N — o 9] [ o 9] N — o
T T O T ©Q T T Q
| | ™ | ™ | | ™
| | | | | | |
| | | |

= o
=
=
%
270
9
——EE;@——— 1804 - - -
270‘
&P

270

Chi-1

PROCHECK

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
pdb2bs3

Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion
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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 2010 90.0 814 10.0 0.9 Inside

b. Omega angle st dev 2288 1.2 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 21 0.9 6.2 10.0 -05 Inside

d. Zetaangle st dev 2102 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 1542 0.7 0.9 0.2 -0.6 Inside

f. Overall G-factor 2300 04 -0.5 0.3 28 BETTER
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Side-chain parameters

a. Chi-1 gauche minus
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c. Chi-1 gauche plus
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Standard deviation (degrees)

b. Chi-1 trans
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d. Chi-1 pooled standard deviation
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20 p
101 =
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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. Chi-1 gauche minus st dev 259 11.2 199 6.5 -1.3 BETTER
b. Chi-1 trans st dev 621 13.7 20.4 53 -1.3 BETTER
¢. Chi-1 gauche plus st dev 957 109 19.0 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 1837 12.0 19.6 4.8 -1.6 BETTER
e. Chi-2 trans st dev 643 105 21.4 5.0 -2.2 BETTER
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Residue properties
pdb2bs3

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

% 100
% 80
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g w0
< 20
o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
©
5
e
&
@
g
S
o

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

5 10 15 20 25 30 35 40 45 50 5 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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ : AAAAAAAAAAAAAIAAAAAL  AATIRIA : ANAAAAAAAAAA AARL ‘ : ‘ :
MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST I VL SL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | REL

f. Max. deviation (see listing)

* o4 + o+ + Kk ++ * * + + 4+
Kk kkk ok Kk Rk Kk Rk Kk * % * * kK Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T I T T I T I T T T I T ITT
MC bonds [T T T T T T T T
MCangles [T T T A T
[T T T T I T T I I ITT
[T T T I I T I T LTI I T I T T TTT

Mainchain  []

Overall I
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Residue properties
odb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

Rt %\ \/\/\ s e S

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

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

ABAAAAAA AL ‘ ‘ ‘ AAAAAARL /WVW ‘ ‘ A AAMAAAAAAABIAAABIA 4 ‘ :
AAWGVPWTR I HKGDRMA | | NAQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA I AL | HQDGKCYGAVVRDLV

f. Max. deviation (see listing)

+ kg + ++  * + o+ + + + + + + + + +
* kkx xx  kx % Xk Kk kkx x ok kA * ok kk * % Kk KAk KK Kk

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T I T I T T ITITIT
MC bonds [T T T T T ]
MCangles [T
[T T T T I T TTT
[TTTTII T T T T I LT

Mainchain  []

Overall I
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Residue properties
odb2bs3

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

=
o
o

Chi-1 abs. mean dev.

80
60
40 -
20

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

: A AAANIA Bl AAAAAAAAAAARIA 4 ‘ FAAA MAABAAAAARIAAAAA AARIA A AAABIAA A : ‘ :
TGDI |AYVAKGTL IATGGYGRI YKNTTNAVVCEGTGTA | ALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELAS

f. Max. deviation (see listing)

g. G-factors
B T I:::i | H [N
‘ [
" il
O e T T T e T T T T T e T e T e T T T T T T
A T T A T A T
e e e
T T T T
HHHHH‘\HH‘\H\H\\HJH\\H\HHH\‘H\H\\H\H\\\‘\\H\‘\HC\\‘HHHHH‘\\HMHHH\H‘HHHHH‘\
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
C = cis-peptide
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Residue properties e
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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.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

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

d. Secondary structure & estimated accessibility

AU i A A e ————

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

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

: ‘ : ‘ ARBAAAAAAA AAAAAAAIAAAAAAAAATIA AAAABAAAAARAAABIABIA  AAAIAA ‘ A AAABABIAA
RDVVSRRMI EH | RKGKGVQSPYGQHLWLD I S| LGRKH I ETNLRDVQE | CEY FAG| DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMH

f. Max. deviation (see listing)

+
o4 + +* * 4 * oKk ++ + +X ok 4
* K kK Kk ok k E Kk K KRk kkk  kkkk I T ok xk

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T
MC bonds [T T T T T T T T
MCangles [T T
[T T T TIITTTTT
[T T IT T IITITTT

Mainchain  []

Overall I
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Chi-1 abs. mean dev.

80
60
40 -
20

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500

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
AFAA AAAAAAAAAAAAAAAAAATL

T T T T T T T T T T T T T T T T T T T T
GFNRLGGNSVSEAVVAGMI VGEY FAEHCANTQVDLETKTL EKFVKGQEAYMKSLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EEL YKK

f. Max. deviation (see listing)

+
* % * +
*k Kk ok kK kk ok kK Kk ok kk*k Kk Kk Kk kk  kkkk*k  Kk*

g. G-factors
e . -
H H
A T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
I T T A T T T T A T T T T T T T T T
e e e e e e e e e e e e e e e e e e e e e e e e P T A T P 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 T T T I T T T I T T T T
OO T L T T T L T T L T T L T T T T T T T T T
405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
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Residue properties
pdb2bs3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600

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

d. Secondary structure & estimated accessibility

R M\ —e B e

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

AABIA AAAAIAAI.AAAAAAAAAAAAAAAAAAAAA AAARIEIAA AAAAAABAAAAAAARBRIAAAAABIAAAAAAAAAAAAAAAAAAAAAAAA AN A AN
SKNVGI KNKRLHANPEL EEAYRVPMMLKVAL CVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAK

f. Max. deviation (see listing)

g. G-factors

Ph Tl i
Chil-chi2
L i H
Omega [T [T [T
Dihedrals [T T LTI T T T LT L T T T T T T T I T T T T I1]
MC bonds [T T T I
MC angles [T A ]
Mainchain [T T T T ITT LT LTI LT T T L LT T T LTI LTI 1]
Overall O T e T T T T T L L T T T T I T I T T T LI T T[T I ]

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600

pdb2bs3 06.ps
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Resid t -

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

o

% 80 -

g 60

8 401

< 20

&

605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number

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

g

g 4

N

605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30

Residue number Highlighted residues are those that

MC bonds
MC angles

Mainchain

Overall

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

U AAANANA B —

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

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

GNY | ENPL SVKRQEE | DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERL GDK MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSM

f. Max. deviation (see listing)

+ ++ + o+ + * *kokk g + +
* kx ok xk * ok kkk kK Kk Kk kkx _kkk Kk kkk xkxkx * %

g. G-factors
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Residue properties
pdb2bs3

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

Chi-1 abs. mean dev.

80
60
40 -
20

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue number
b. Absolute deviation from mean of omegatorsion

35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

N e s = A

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

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

TIFIVLNMIRETYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLLPL PAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLE

f. Max. deviation (see listing)
5

g. G-factors
W H e T [

T T T T T T T I T T T T T T T T T T T T T T T T T T T T T T T T T T I T I I T T T A T T T T T
I T T A T T T T T A T T T T T T T T A A
e e e e e e e e e e e e e e e e T e e e e e e e e e P T T e T e T P 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 T T T T T T T T T T T T T T
OO T T T T L L T T L T L T T T T T T T T T T T T T T T
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
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Residue properties
pdb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

AAAAAAAAAAAAAAAAAAAAAAATL BIAA AAAABAAAAABAAAABIAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
ERI EPEVAQEVFELDRCI ECGCCIAACGTK IMREDFVGAAGLNRVVRFM I DPHDERTDEDYYEL | GDDDGVFGCMTLLACHDVCPKNL PLQSK I AYLRRK

f. Max. deviation (see listing)

*
1

*****

Chi3 & chi4
Omega
Dihedrals [T

[TTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTT
[TTTTT

Mainchain [T

Overall [1

I [TTTT]
I EEEEN
\ EEEEN
I [TTTT]
I [T ITTIT,
135 140 145 150 1

pdb2bs3 06.ps
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Page 10

Residue properties
pdb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

235 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

235 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85

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

d. Secondary structure & estimated accessibility

o

e

Key:- <™ Helix

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

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

AAANBAAAAAAANAAAAAAAA

AAAAAAAAAAANBATIFAR

MV SVN

T T T T T T T T T T T T T T T T T
MTNESI| LESY SGVTPERKK SRMPAKLDWWQSATGL FLGL FMI GHMFFV ST | LLGDNVMLW TKKFELDF | FEGGKP I VVSFLAAF

f. Max. deviation (see listing)

+
o4 * * 44 *o4 4 +* +  ++ o+ +
P kK xkx kK x % * % * % P kK kK K K * * %

I

g. G-factors

Dihedrals

MC bonds
MC angles

Mainchain  [TTT11]

Overall EEEEN

\
RERES| }

I

\

\

‘ T
235 5

pdb2bs3 06.ps
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Page 11

Residue properties
pdb2bs3

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

& 100
%80
£ 60
g w0
< 20
o
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 49
® 21
£
© g 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
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
AAAAAAAAARIAAAA AAAAAAATIAAAAAAAAAAAAAAAAAA
\‘/FAVF | AHAI‘:LAMRI‘(FPI N\‘(RQYL+FKTHI‘(DLMRIL|GDTTI‘_\MNI QAMTGF/-‘\MFFL(‘BSVHL“( | MMT('L)PQT | (‘BPVSS‘SFRMV‘SEV\MNI‘DLYLVI‘_LFAV(‘)LHGS\‘/
f. Max. deviation (see listing)
g. G-factors
Phi-psi i H [NEEE
Chil-chi2
ERE%E“Lmﬂ H H
Omega [ [ [
Dihedrals  [(TT T T T T I T T T T T I T T T LT T T T T TP T T TP T T TP TP T TP T T T T T T T
MChbonds  [TTTTTITIITTTTI] T T T T T T T T T T T
MCangles [T T T e e e e e e e e e e e e e e e T e T T e e T T T e e T T T T T T
Mainchain (T T T T T T T T T T I T T T T LT T T TP T T TP T TP TP T T T T T T
Overall G T T T T T T T T T T I T L L T L T LT T LT T LT T LI IT]
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb2bs3 06.ps




PROCHECK

Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6-
g 4
® 21
£
O 18 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
LY
S
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
(AN A NN AANAA/N ol — A\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAFAAAAATIAARAA AR
éLYRLAVK\I\éNFDGéT PDK+RANLkKLKTLMSAFL IVLGI‘_LTFGAYVKK(‘BL EQTbPN | D“(KY FD\‘(KRTHlli MKVQ\‘(CDSL\‘/ | GGGILAGL RA
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T T
Chil-chi2
chi3 8 s ﬁ
mega [
Dihedrals  [(TT T T T T I T T T T I T T T T T T TTTIT T O T T T TT TTTTTITTT I  TTITTITTIT I T T T TTITTTT]
ek R AMEREESEMERSESENERSESENERSRSENSRSRSENSESESENSESEEERSESREERSEEEEE ERENRNRNRARARENENEER
Mainchain (T T T T IT T T T T I T T TP TTT TCTTTTTT TTTTTTTIT I ITTTITT I TTTI T T T ITTITITT]
10 1 | T T M O I T I I1T]
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20

pdb2bs3 06.ps
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Page 13

Residue properties
pdb2bs3

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

& 100
gso—
g 60
8 401
< 20+
o
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 8
E 6
£ 4
o 2
£
© 2 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ ‘ CAATEA ‘ ARAAAAAAAAAA AN ‘ ‘ ‘ : ABAAAAAA AL :
AVATQQKGL ST IVLSL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | RELAAWGY PWTR I HKGDRMA | I N
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
Chil-chi2
e, eit .
Omega [ [
Dihedrals [T T T T T IT T T T T T T T T T T T TP T O T TP T TP T T T T T TP T T TP T T T
MCbonds T T T T 1
MCangles [T e P P A P P P
Mainchain (T T T T T I T T T T T T T LT T TP T T TP T PP T TP T T T T T I T T T
overdll [T I LI T LT T T T T T L L T T T T T T LT T T LTI T LTI
21 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

pdb2bs3 06.ps
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Page 14

Residue properties
pdb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

e et SAAVA ol s ettt

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

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

‘ ‘ AAAAAARL /\/‘\/\/\J_I/\/‘\N_H/\JTI/\ ‘ : A AAMAAAAAAAAAAATIA 4 ‘ : ‘ A AAAA W
AQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA | AL | HODGKCYGAVVRDLVTGD | | AYVAKGTL | ATGGYG

f. Max. deviation (see listing)

*ok + ++ + o+ + + + + + + + + * + + + 4+
* ok k% * %k kkk * kA% *  xkk K * % Kk Kk kKKK K Kk K Kk kA kK

g. G-factors
Phi-psi . RN H o H

Chi3 & chi4
Omega
Dihedrals [T

ITTTT
MC bonds [T TTTTT]
MCangles [T
[TTTT
[TTTT

Mainchain [T

Overall I

pdb2bs3 06.ps
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Page 15

Residue properties
pdb2bs3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

e A A i S s 4/ URANVAYA

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

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

AAAAAAAAAAATIA_ A ‘ FAAA BAANAAAAAIAAAAA AARIIA A AAABIAA £ ‘ ‘ : ‘ : : :
RIYKNTTNAVVCEGTGTA|ALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELASRDVV SRRM | EH | RKGKGVQS

f. Max. deviation (see listing)

+ + + 4+ + * +* 4+ +++ + o+ kookgp o ok *o4 + +*
* * % % * % K K Kk Kk ok kkx Kxkk ok kk ok kkxkk Kk * * x * ok k xk

g. G-factors

Chi3 & chi4 J
Omega
Dihedrals ]

[T T T T T T T T T T
MC bonds [T T T T T T
MCangles [T T A T
[T T T I T T TTTT
[T I T T I I T T T T I TTT

Mainchain  []

Overall {1

C = cis-peptide

pdb2bs3 06.ps
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Page 16

Residue properties
pdb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

N N = m s\

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

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

A ABIIAAAAAAA A ‘ ‘ ‘ AAAABAAAAARAANBABIA  AAAIAA ‘ A AAABABAA ABIAA : ‘ :
PYGQHLWLD I S| LGRKHI ETNLRDVQE | CEY FAG| DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMHGFNRLGGNSV SEAVVAGM I V

f. Max. deviation (see listing)

*****

Chi3 & chi4
Omega
Dihedrals ]

[TTTTT [
MC bonds HHHH }
[TTTTT [
[TTTTT [

MCangles []
Mainchain  []

Overall {1

pdb2bs3 06.ps
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Page 17

Residue properties
pdb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

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

d. Secondary structure & estimated accessibility

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

AAAAAAAAAANAAAAAAAAT AAAAAAAAAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
GEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EEL YKKSKNVG I KNKRLHANPEL EEA

f. Max. deviation (see listing)

+ + +* 4 + + koK * ++
xx x % * x M. * * kk kkkkx %k xk k xk %

g. G-factors

Chi3 & chi4
Omega

Dihedrals ]

[

[T
[T T T T T T T T T T T T I T T I T T T T A T T T T T T I T T I TTTTTT
MC bonds [T T T T T T T
MCangles [T T T e e e A T
IEEEEENEEENE NN NN NN NN
[T T I T T T T T TP LT LT T T T T I T T T I TP LTI T T T T T T T I T T TP TTITTTT]

Mainchain  []

Overall {1

pdb2bs3 06.ps
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Page 18

Residue properties
pdb2bs3

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620

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

d. Secondary structure & estimated accessibility

NN ——— e =m0 Sn VN

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

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

AAARIEAA AAAAAABIAAAAAAARTIRAAAAABAAAAAAAAAAAAAAAAAAAAAAAA BAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
YRVPMMLKVALCVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAKGNY | ENPLSVKRQEEIDKI1Q

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [

[T T T I T ITTTT
MC bonds [T T T T T T T
MCangles [T
[T T I IIITTTTT
[T T IT I IIITTTTTITT

Mainchain  []

Overall {1

pdb2bs3 06.ps
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R . d t Page 19

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

o

% 80

£ 60

g w0

< 20

o

621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number

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

g

E o

g 4

N

621 630 635 640 645 650 655 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

e —— /NN

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

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

AAAAAAAARIIAAAAAAAAAAAAAAAAAAAAANAAAAANAAAANTIIIAAAAAA
SELEAAGKDRHA | QEALMPY EL PAKYKARNERL GDK MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMT | FIVLNMI RETYDPDLNFD

f. Max. deviation (see listing)

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

Dihedrals ]

[T I T T T 7T
MC bonds [T T T T T T T T
MCangles [T T T
[T T T 70T
[T T T TITTITT

Mainchain  []

Overall {1

pdb2bs3 06.ps
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Residue properties
pdb2bs3

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

55 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 ©

55 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 A OO

55 60 65 70 75 80 85 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

e = AV A —

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

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

ABARE AA AR ) ‘ ) : ) ‘ IEAAABIA AAAA AAAAARAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATIA
FVCRAG| CGSCGMM| NGRPSLACRTLTKDFEDGV | TLLPLPAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLEER| EPEVAQEVFELDRCI EC

f. Max. deviation (see listing)

+ * +
* W T + ++ *oox + + + + + +* 4+
* kk xk Xk ok Kk KKK Kk AKE * * * % * * * ok kx ok

g. G-factors
Phi-psi (T | [ BT [N

Chi3 & chi4
Omega
Dihedrals ]

MChbonds []
MCangles []

[TTTTTTTT
[T
[IENEEERE
Mainchain  [TTTTTITTTI
[TTTITTTI

Overall {1

[

]

[l

[

T T T T ‘\‘

55 60 65 70 75 80 85

pdb2bs3 06.ps
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Resid t -

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

o

% 80 -

g 60

8 401

< 20

o

155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

g 4

® 21

S

O 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number

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

g

g 4

N

155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5

Residue number Highlighted residues are those that

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

BN SEVVVS RV £

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

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

EAA AAABAAAAABAAAATIAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T
GCCIAACGTK IMREDFVGAAGLNRVVRFM| DPHDERTDEDYYEL | GDDDGV FGCMTLLACHDVCPKNL PLQSK I AYLRRKMV SVN MTNES

f. Max. deviatign (seelisting)

;s :

R I I R =1 S A L oF :

g. G-factors
Phi-psi W | Il LI
Glne U i RSEEi L EaE
Chi3 & chi4 I I [ [ [ I
Omega [1 [1 [ [ [ [1
Dihedrals [T I I I T I T T I I T T T T T I T T T T T T T T T T T T T I T T T T I T T T I [TTTT]
e oos A ]
Mainchain [T T T T T[T T I I T I I IO I LT LT T L LT T LT T L LT LT L L LT L L I T L L LT T L L LT LI L LTI T [TTTT]
Overall \‘\H\‘H\HHH\‘H\HHH\‘HHHHH‘HHHHH‘\HHH\H‘\HHH\H‘HHHHH‘HHHHH m
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5

pdb2bs3 06.ps




PROCHECK

R . d t Page 22
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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

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

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

AAAAAAAAAANAATARFIAR
T T T T T T T T T T T T T T T T T T T T
| LESY SGVTPERKK SRMPAKLDWAMQSATGL FLGL FMI GHMFFV ST | LLGDNVMLW TKKFELDF | FEGGKP I VVSFLAAFVFAVF I AHAFLAMRKFP I NY

f. Max. deviation (see listing)

g. G-factors

Dihedrals ]

[TTTTTTTTTTT
MChbonds  [TTTTTTTTITTT]
MCangles [T T
[TTTTTTTTITTT
[TTTTTTITTITTT

Mainchain  []

Overall {1

pdb2bs3 06.ps
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Page 23

Residue properties
pdb2bs3

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

80
60
40
20

Chi-1 abs. mean dev.

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

AAAAAAAAATBIAAAA ABAAAAAABAAAAAAAAAAAAAAAAAA ABAAAA
T T T T T T T T T T T T T T T T T T T T
RQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLL FAVQLHGSVGLYRLAVKWGWFDGET PDKT

f. Max. deviation (see listing)

g. G-factors

H H [ RN RN
! H i
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Residue properties
pdb2bs3

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

80
60
40 -
20

Chi-1 abs. mean dev.

206

215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

206

215 220 225 230 235 240 245 250 255
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

206

215 220 225 230 235 240 245 250 255

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

VAZDAAANNNN

Key:- <™ Helix

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

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

AABAAAAATAARAA TR
T T T T T T T T T T
RANLKKLKTLMSAFL IVLGLLTFGAYVKKGLEQTDPN I DYKYFDYKRTHH

f. Max. deviation (see listing)

+
+  * 4 + +
* xkkx % * % *

g. G-factors
Ave
Sz - @ 008
Chilonl 0.18
Chi3 & chi4 0.36
mega 0.59
Dihedrals  [(TTT T T T T I IT T T I IITTTTTTI0 1] ] 024
MC e  FHHHHHHHHHHHH A B 88
Mainchain T T T T T T T T T T T I I [ 057
Overall [T AT T T I T I I T AT T T I T I TITITTTT I [0 037
206 215 220 225 230 235 240 245 250 255
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Main-chain bond lengths

Black bars> 2.0 st. devs. from mean.

C-N
(except Pro)
o)
&
>
g
LL
150 104 198 132 136 140
CA-C
(except Gly)
>
&
>
g
LL
140 144 148 152 156 150
CA-CB
(lle,Thr,val)
>
&
>
g
L i i
142 146 150 1.5 158 162
N-CA
(Gly)
o)
&
>
g
LL
153 157 141 145 149 153

Frequency

Frequency

Frequency

Frequency

odb2bs3

(Pro)

122 126 130 1.34 138 142

CA-C

(Gly)

139 143 147 151 155 159

CA-CB
(therest)

141

145 149 153 157 161

N-CA
(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

=

C-O

Page 1

CA-CB

11 115 119 123 127 131

(Alg)

N-CA
(except Gly,Pro)

140 144 148 152 156 1.60

133 137 141 145 149 153

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

101 106

111 116 121 126

O-C-N
(except Pro)

Freguency

108 113

18 123 128 133

C-N-CA

Freguency

(Gly)

105 110

15 120 155 1%0

CA-C-O

Freguency

(Gly)

105 110

Black bars> 2.0 st. devs. from mean.

15 120 155 1%0

Frequency

Frequency

Frequency

Frequency

odb2bs3

CA-C-N
(Gly)

101 106 111 ‘ff; 121 126

O-C-N
(Pro)

107 12 117 122 127 132

C-N-CA
(Pro)

107 112 1iL7 122 1217 132

CB-CA-C
(Al3)

95 100 105 1*0‘ 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 11i61 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

CB-CA-C
(lleThr,vVal)

94 99 104 109 114 119

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

CB-CA-C
(therest)

Freguency

Freguency

Freguency

Black bars> 2.0 st. devs. from mean.

1*1
88 93 93 103 108 113

Frequency

Frequency

Frequency

odb2bs3

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

100 105 110 115 120

N-CA-CB
(therest)

100 105 110 115 120

Frequency

Frequency

Page 2

|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
|
[

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

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

ARG

RM S distances from planarity
pdb2bs3
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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
pdb2bs3

Main-chain bond lengths

C 1329 N C 1329 N C 1329 N C 1329 N
1.252 1.250 1.251 1.249

A Asp655- A Lys656 C His254 - CHis255 D Asp655- D Lys 656 F His254 - F His 255

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

Main-chain bond angles

A Asp 82 A Val 195 A Thr 259 A Cys 396 A Trp 397 CPro 102
N 112 ¢ N M2 ¢ N M2 ¢ N 112 ¢ N 1118 ¢
CA CA CA CA CA
DAsp 82 D Va 195 D Cys 396 D Trp 397 F Pro 102

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

D

Planar groups

cB cB cB cB B
0.043 0.031 0.030 0.033 0.042 0.031
ATyr 5 A Trp 397 A Tyr 580 B Trp 110 DTyr 5 D Trp 397

cB CB

0.030 0.033
D Tyr 580 E Trp 110

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