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Ramachandran Plot

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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Plot statistics
Residues in most favoured regions [A,B,L] 808 85.8%
Residues in additional allowed regions [a,b,l,p] 123 13.1%
Residuesin generously allowed regions [~a,~b,~l,~p] 8 0.8%
Residues in disallowed regions 3 0.3%
Number of non-glycine and non-proline residues 942 1000%
Number of end-residues (excl. Gly and Pro) 7
Number of glycine residues (shown as triangles) 97
Number of proline residues 46
Total number of residues 1092
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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
pdb3sfd

o lle (54) — Leu (111) P Lys (56)
el o i,
90 90 4 A Em = A 319
B m N DI
P o . -
0- @ﬁgﬁ 0 /820 7 0-
& "W &
£ ]
-90- -90 -90 1
|
-180 -90 0 90 180 -180 -90 0 90 180 -180 ) 0 90 180
Phi Phi Phi
Met (29) Phe (34) Pro (45)
180 —m 180T—p7 180
00
[ m g
90 - g 90 1 . = A 538 90 &
& u
0 0 0
& iy Hh
]
-90- -90- -90-
180 -90 0 90 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
S Ser (65) - HEE;hr (62) - Trp (16)
DDD % %@D B 24 u y
90 - o [ A 403 90 1 [ | 90
u E-8 3 B 217 l.
% =
0 0 0 o
i o s
[
-90 -904 -90
. T T D T . T T T T
180 90 0 90 180 -180 90 0 9 180 -180 90 0 90 180
Phi Phi Phi

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types

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.

pdb3sfd_02.ps




Page 1

Chi1-Chi2 plots
pdb3sfd
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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.

pdb3sfd_03.ps



Page 2

360

360

270

180

90

Chi-1

Chi1-Chi2 plots
pdb3sfd

PROCHECK

360

270

180
Chi-1

| | |
| | |
| | |
oSSR, - - - Rl
- TR g
\M/ ” ” i
| | <
Sl s g
e | | | — Mw
& | | |
o ” ” ”
” ” g
| | m!
-
” ” ”
— t T o
g g 8 8
™ ~ - o
T T T o] T T T
| | | ™ | | |
| | | | | |
| | | | |
e, B - - L
, s R R
a ” ” ” ) ” ” ”
| | e | | |
Sl o g7 I 8 . -
| | [ - o g |
Tl ” | c 5 | |
M | | | = | | |
” ” e ” ” L
| | | o | | |
oo a------ e e e T
;= ” ” ” ” ”
g & 5 8 g & 8 =&
™ ~ — © o ™ ~ — ©
T T T Q T T T
| | | ® | | |
| | | | | |
O | | | , |
| s el o ! | |=m B SR L
= DD% | o B o . 2
o T | N | | Sl I
| I 1 I | S
Q g pim B © =W |
O I i | — — | | |
~~| . = S %\\I\E [ kR ~I__ .. M el
n | ] [ - o | | i
2 s & [ 2 ” ”
| | | | T | | |
| | | | | |
| | | -% | | |
| O I I | I
DR - EERET e I S |
” ” ” ” ” ”
& S S & N & S S o
& N 3 © 8 N Q &
Z-uD Z-1uD

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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%-tage of residues in most favoured regions

78' Measure of bad non-bonded interactions

Main-chain parameters
pdb3sfd

OOa Ramachandran plot quality assessment
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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 942 85.8 746 100 11 BETTER
b. Omega angle st dev 1088 5.3 6.0 3.0 02 Inside
c. Bad contacts/ 100 residues 35 3.2 123 10.0 -0.9 Inside
d. Zetaangle st dev 995 15 31 16 -1.0 Inside
e. H-bond energy st dev 706 0.8 1.0 0.2 -0.8 Inside
f. Overall G-factor 1092 0.1 -0.6 0.3 24 BETTER
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Side-chain parameters
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 140 17.4 23.7 6.5 -1.0 Inside
b. Chi-1 trans st dev 302 17.7 235 53 -1.1  BETTER
¢. Chi-1 gauche plus st dev 418 159 221 4.9 -1.3 BETTER
d. Chi-1 pooled st dev 860 17.2 22.8 4.8 -1.2 BETTER
e. Chi-2 trans st dev 246 17.8 23.7 5.0 -1.2 BETTER
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Residue properties .
pdb3sfd

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

=
o
o

80~
60
40 ~
20

Chi-1 abs. mean dev.

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

25 30 35 40 45 50 5 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

10 15 20

d. Secondary structure & estimated accessibility

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

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

| ABAAAAAAAAAAABAAAAAT L. AARTEA ABAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T
STQYPVVDHEFDAVVVGAGGAGLRAAFGL SEAGFNTACVTKL FPTRSHTVAAQGG | NAALGNMEEDNWRWHFYDTVKGSDWL GDQDA | HYMTEQAPASVV

f. Max. deviation (see listing)

+ +
* *

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

Phi-psi H
Chil-chi2 ]

Chilonly |
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall
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Residue properties
pdb3sfd

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

% 100
% 80 -
g 60
8 401
< 20
o
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

e R\ R e S s

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

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

: : : ‘ : AAATE | ‘ ‘ : ‘ AAAAARAAABRABAAAAAAARIE A AAAABIAAA ‘
ELENYGMPFSRTEDGK | YQRAFGGQSLKFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV | ALCI EDGS|HRIRARN

f. Max. deviation (see listing)

g. G-factors
Ph T [
e i o e
Omega [T [ W HHI\ [T B [N
Dihedrals  [(TT T T TT T T T T T T T T T R T T LT TR T T T T T T T T T T T I T R T T T T TR T T T T T I I T T LTI T T]
MCbonds T T T T T 1
MCangles [T e P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T A T L 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 I I T T T T TT I T ITITITIITITTT]
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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Residue properties
pdb3sfd

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

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

d. Secondary structure & estimated accessibility

/e /e e AN

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

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

AANTA [l EAAAAAAAAAATT AAAABAABAATIAAR AAATIA
T T T T T T T T T T T T T T T T T T T T
TVVATGGYGRTY FSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMTLEI

f. Max. deviation (see listing)

+ + + * +* 4 kg 4 ++ +4% + * o+ o+ 4+ + *o4k gy *op4 ++ 4+
*x x Kk Kk kk x % kKKK KKk Kk Kk kkkk Kk KKk Kk KKKk kkkk Kk kAR KAKKK KK KRKE KKK KKK Kk

g. G-factors
Sy [FrER afased e giusaseseoecE
mas

Chi3 & chi4 77i

Omega L [EEEEEC RN
Dihedrals [TT I
MChbonds []
MCangles []
Mainchain  []

Overall {1
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Residue properties
pdb3sfd

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12
6 .

Omega abs. mean dev.

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev

310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

D R m— s m—

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A [l A ‘ ‘ ‘ ‘ AAAAABAAR AAAABAAAAAABAAAIA  AAAIAA AAAAAANL ‘ ‘ /\/\/‘\I_I/J_I/\/‘\ ANA
REGRGCGPEKDHVYLQLHHL PPEQLAVRLPGI SETAMI FAGVDVTKEP I PVLPTVHYNMGG | PTNYKGQVLRHVNGQDQVV PGLYACGEAACASVHGANR

f. Max. deviation (see listing)

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

g. G-factors
Phi-psi . T T T
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Chi3 & chi4 <H>
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[ [
MChbonds [TT] I
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[ [
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Overall [1
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Residue properties
pdb3sfd

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

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

d. Secondary structure & estimated accessibility

— NN AN/ PR AN — AN e

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

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

BAAAAAAAAA AAAAAAAAAATIAA  ABAAAAAAAA AAAAAAAAAAAAAAAAAATIIAAAA AANTIAAA
T T T T T T T T T T T T T T T T T T T T
LGANSLLDLVVFGRACAL SIAESCRPGDKVPS|KPNAGEESVMNLDKLRFANGT | RT SELRL SMQK SMQSHAAV FRVGSVLQEGCEK | LRLYGDLQHLKT

f. Max. deviation (see listing)

+ + + * +. * * 4
* o4 + +* ++ * o4 +* *oox +* 4 * + 4+ + *Q 4 4 * % + * +*
Kk Kk kKKK Kkk K KKk KKk KkkK KKKk KKKKK KA KAKE KK KKK K% Ak Kk K kkk K kkk K Kk Kk kk kk

g. G-factors
Phi-psi . (T

Chi3 & chi4 :L
Omega [ EEE NN
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1
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Residue properties
pdb3sfd

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

M\ =

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

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

FDRGMVWWTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDFKERVDEYDY SKP | QGQQKKPFQEHWRKHTL SYVDVKTGKVSLEYRPV I DKTLNE

f. Max. deviation (see listing)

+
+ Fpg kpkkgp k4 opgy
* Kk KKK KKK KK KA KKK

+ + * +* 4+ + o+t
* x % K kKKK KKk

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
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
O 610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
LY
S
610 615 620 15 20 25 30 35 40 45 50 55 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
| I}
TN P i e RAAY T S
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
IAAAAAAAAIAAIII AAAANAAAAAAAATIA AAAAAAAAAAAAAIAAAAAAAAIAI] EA AREAAAA  ABIAAA
ADCATVPPAIRSY PRIKKFA1YRADPDKTGDKPHMQTYE I DLNNCGPMVLDAL IKIKNEIDSTLTFRRSCREG| CGSCAMNINGGNTLAC
f. Max. deviation (see listing)
g. G-factors
P HEs o EE
A i aEeiEed
Chi3 & chi4 ] NN j ] | H [ [T
Omega CHEm T T = o] [N NERED | [ m
Dihedrals [T T TTT] T T T T T T A e T T T T T T T T T T TR T S T T T T
MCage FHHHHHH e A A A A A A A A A A
Mainchain  [TTTTTITTITTT] T T T T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T T
Overal  [TTTITITIITIT] O T T L T L T I T T R I T R T LTI IT]
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties
pdb3sfd

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

86

95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
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