PROCHECK

Ramachandran Plot

pdb3ace
|

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] 801 85.0%
Residues in additional allowed regions [a,b,l,p] 137 14.5%
Residuesin generously allowed regions [~a,~b,~l,~p] 4 0.4%
Residues in disallowed regions 0 0.0%
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

pdb3aee

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
pdb3aee

- lle (54) o Leu (111) wor Lys (56)
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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
pdb3aee

- ~ Tyr (45 S— Val (67)
e 4
90 90
A 217
, ]
A IR
-90 -904
-180 -90 0 %0 180 -180 -90 0 90 180
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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Asp (53)

Asn (37)

Chi1-Chi2 plots
pdb3aee

Arg (59)
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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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Phe (34)

Met (30)

Chi1-Chi2 plots
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Lys (56)
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
ps

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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%-tage of residues in most favoured regions

78' Measure of bad non-bonded interactions

Main-chain parameters
pdb3aee

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 85.0 61.2 10.0 24 BETTER
b. Omega angle st dev 1088 5.5 6.0 3.0 02 Inside
c. Bad contacts/ 100 residues 19 17 25.2 10.0 -23 BETTER
d. Zetaangle st dev 995 16 31 16 -1.0 Inside
e. H-bond energy st dev 701 0.8 11 0.2 -1.6 BETTER
f. Overall G-factor 1092 0.0 -0.9 0.3 31 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 137 16.5 29.3 6.5 -20 BETTER
b. Chi-1 trans st dev 305 16.9 28.0 53 -21 BETTER
¢. Chi-1 gauche plus st dev 418 17.2 26.7 4.9 -1.9 BETTER
d. Chi-1 pooled st dev 860 17.2 27.5 4.8 -21 BETTER
e. Chi-2 trans st dev 249 19.7 27.0 5.0 -15 BETTER
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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

Omega abs. mean dev. Chi-1 abs. mean dev.

Zeta abs. mean dev.
N A OO

10 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

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

10 15 20 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

d. Secondary structure & estimated accessibility

g s AN\ S\ s AN — AN

Key:- <™ Helix

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

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

|

AAAAAAAAAAAAAAAAAATL  AAAIA ABIIAAAAAAAAAAAAA AARIA

MC bonds
MC angles

Mainchain

Overall

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)

*************************************************************
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Residue properties
pdb3aee

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

=
o
o

D o
o O

N
o

Chi-1 abs. mean dev.
N
o

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

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

c. C-aphachirality: abs. deviation of zetatorsion

=
o

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

I M\ B ) S s

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

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

: ABAAAAAA A : AAABA | /\N_‘I_I/\/\/ﬁ_l/ﬂ_l/\‘ ‘ AAAAAFABANABAAARNAAAAR A AAAAAAAR AAAAAAAA
ELENYGMPFSRTEDGK | YQRAFGGQSLKFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV | ALCI EDGS|HRIRARN

f. Max. deviation (see listing)

g. G-factors
Phi | (NN Sl ] I
i, frhd i i reby
Omega [T 0] h [T ﬂ:“ [N EEA H =
Dihedrals  [(TTT T I TT I T T T T T I T T T LT I T T T TP T T T T T T T T T T T T T T TR T T T T I T T T T I
MCbonds T T T T T 1
MCangles [T e e 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 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 T T T T T TT I TITI T ITITTIT]

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
pdb3aee

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

H
o ©
3 3 8

Chi-1 abs. mean dev.
N D
o O

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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 A B T\ AR

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

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

AAABA B BAAAAAAAAAARIEL A AABIAAAA AAAABAARAAAAAA A A AAABIA A/ AAABAA ANAREARRAAANARAAAAAAAAAAAAA
TVVATGGYGRTY FSCTSAHTSTGDGTAMV TRAGL PCQDLEFVQFHPTGI YGAGCL | TEGCRGEGGI L | NSQGERFMERYAPVAKDLASRDVVSRSMTLEI

f. Max. deviation (see listing)

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

Omega CE AT [
Dihedrals [T

I
MChbhonds [T] }
[
[

Chi3 & chi4 H
|

MCangles [
Mainchain [T

Overall [1
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Residue properties e
pdb3aee

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

=
o
o

D o
o O

Chi-1 abs. mean dev.
N D
o O

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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

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

T N A D e ei—

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

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

AV ‘ ‘ : ‘ : ‘ AAAARAAABAAAAABIAAA  AAABIAA AAAAAIL AAAAA A AAABABIAA ABIA
REGRGCGPEKDHVYLQLHHL PPEQLAVRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQVLRHVNGQDQVV PGLYACGEAACASVHGANR

f. Max. deviation (see listing)

+ ++ *ok g + *ox
+ o+ * Y44+ Ko Kk kkgg gk kgpg kgkk gk gk R4k + * + HEr
Kok K kkk  kkk ko Kkkkkkkkk kkkkkk kkkkkkkk kkkkkkkk kkk Kk kkkk kK Kk Kk Kk K Kk Kk Kk kAR K KK KK

g. G-factors

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1
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Residue properties .
pdb3aee

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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

AN N Y GG

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AFAABAAARIA AAAAAAAAAAATEIE AAAAAAAAAAAANAAAAAARIRIAAAA HAAAAAA

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)

g. G-factors
Phi m [ [RER| i
] aBIEECE e neil: - . ui
i3 & chi4 [ [ I [ [] |
Omega IIj [N [1 [T [ [ [T \h]
Dihedrals [T T T I T TR T T T T LI T T TP P T T T T T T T T T T T T T T T T T TP T T T T T I T T T
MCbonds T T T T T T I
MCangles [T T e P P P T T
Mainchain (T T T T T T T T TP T T T T LT T T TP T TP TP TP T T T T T T
Overall 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 T T I A T T T T T I T T I TITIITTITTT]

410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
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Residue properties
pdb3aee

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

Omega abs. mean dev.
e}

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

Zeta abs. mean dev.
N

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

e N\ s

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

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

AAA
FDRGMVWWTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDFKERVDEYDY SKP | QGQQKKPFQEHWRKHTL SYVDVKTGKVSLEYRPV I DKTLNE

f. Max. deviation (see listing)

+

g. G-factors
Phi EEEEN | [
i, chinsied eertiadgacElie B
Omega [T [T [ \\H:ﬂ:f:l::ﬁ H Iji:l [
Dihedrals  [(TT T T T T I T T T T T T T T T T T LT T T T T T T T T T T T T T R T T T T P T T T T T T T T I LI T ]
MCbonds T T T T T A 1
MCangles [T P P P P T
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 A 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 T T IT T T T T T T T T T T ITTTITTTIT]
510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
Ee
E 12
2 8
o 4
S
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
g
g 4
N
610 615 620 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

=g sm o mwoo= o ammy

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

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

A
ADCATVPPAIRSY PRIKKFA1YRADPDKTGDKPHMQTYE I DLNNCGPMVLDAL IKIKNEIDSTLTFRRSCREG| CGSCAMNINGGNTLAC
f. Max. deviation (see listing) .
4
Py a4 S 55 A% < 6 LA S SRS 55 T4 T SO S S Pt
g. G-factors
(F;*p]ii- -Scihi 2 H:: [ F:::HEE?:]I:]"‘H“”I::
ch3 s ‘ EEEE n
Omega (T ﬁ: (I I [EESEEEEC i RN 1
Dihedrals [T TTT T T A T T T T T T T T A T T T T T T T I T T T I T T T T E T T T T T
MC bond
VEmsS FTHTHT AR AR A AR A A AR AR RSN A An AAAAR AR A AR AR
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
Overall (LTI O T T I T T T T L T T I T T T T I L T T T LT T LTI
610 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
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Residue properties
pdb3aee

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

& 100
g 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
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
2 8
o 4
£
© 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
% 8
e 6
g 4
22
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
i e e A A" —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
'i'RRI DTNLDkVSK | Y‘PL PHMYVI KE‘)LVPDI‘_SNFYAQYKSI‘ EPYLkKKDEéQEGKéQYLQéI EERI‘EKLDGI‘_YECI I‘_CACC‘STSCP‘SY\I\WN(‘BDKYL(‘SPAVLI\‘/I
f. Max. deviation (seelisting) .
5
T OO 20 - SO S O ST C R O SO E O = SISO LIF SR T ISt T I S
g. G-factors
Phi-psi . [T I BT F H W H1T
Ghians H ._H E; H
Chi3 & chi4 H] I i: [] [ [
Omega [ o [ T AT
Dihedrals [T T T T I T T T T T T T T T T T T L T T T T T T T T T T T T T T T TP T T T T T T TP T T T T T T T I T T T[]
MCbonds T T T T T 1
MCangles [T e P P T P
Mainchain (T T T I T T TP TTTCTTTTTT C TT T T TT TPTT T TTTTP P  TTTTTTTTTTITT I ITTT
overall [T T T L T T T T T T L L T T e R o I L T T T LTI T]
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
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PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 201
o
186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
© 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
% 8
e 6
g 4
LR
S
186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AV ) SRR A CAARA————
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
: ‘ : ‘ ‘ ‘ : ‘ ARA ‘ ‘ ‘ ‘ ‘ A AAAAARRINAABA
QAYRWMM I DSRDDFTEERLAKLQDPFSLYRCHT IMNCTGTCPKGLNPGKA | AEI KKMMATYKE TTAKEEMERPWMNKNLGSNRPLSPHITIY
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
i [ Erifieciite s
Omega H H:::i\\ [1 m [0 [T
Dihedrals  [(TT T T T T IT T T T T T I IT T II T T T TR T T T T LI T T T T T] I T T T T T T T T T T T T
MCbonds (T T T T T I I A T T A
MCangles [T T P P T T e T e
Mainchain (T T T T T T I IT T T I T T T T IO TP TP TP T I T TTTTTTIT I IIITITTT] T T I I T I T
Overall T T I LTI T T T T T T T T T T T T T T T T ITTITTITTTTTITTI ] T I T I T TITTIT T
186 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
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Residue properties
pdb3aee

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

H
o ©
3 3 8

N
o

Chi-1 abs. mean dev.
N
o

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

2 b. Absolute deviation from mean of omegatorsion

16
12

Omega abs. mean dev.
H 00

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

34 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

—ANANAANAR A DVANNAN/NNEENNANNZ

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

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

AAATAAA AAAAAAAAATIEATR TI_H/\/\/\/\/\/\ EAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
RWSL PMAMS | CHRGTGI AL SAGVSLFGLSALLLPGNFESHLELVKSLCLGPTL | YTAKFGIVFPLMYHTWNG| RHL IWDLGKGLT I PQLTQSGVVVLILT

f. Max. deviation (see listing)

+ + o+ +++‘,1 * kg + + +
T 4 var arear 4 S SO P AU SN SRR SO
R 5 e 5 S SRS S S A I 5 SRR S5 SN SRR S Sl U SO 3
g. G-factors
-
Chlg -?:h|2 H: H ‘H H‘ffﬂH H
chagia HH EEEEEEE HHHH N HH
Omega [0 1T H H [T [T ] H:fl
Dihedrals [T T T T TIT T T T T T T T T T T T T T T T (o T o [ [T T T T T T LTI T T T T T T PP T T T LT
MCbonds T T P P e P T T e T P P T T T P T T T ]
MCangles [T T T T T P P T T P T T P T T P T P T T T T P PP T T T T T
Mainchain [T T T T T T T T T PP TP T P T LT PP T T AT P LT TP T T TP T PP TP T T T T P L LTI T T T
Overall T T T T T T T T T T T T T T T T L T T T T A T T T T T T T T LI T T T I T IT T T T T ITT I I TTITITITTTITIT]
34 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

pdb3aee 06.ps



PROCHECK

Page 11

Residue properties
pdb3aee

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

134 140

40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

134 140

40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

SN
Key:- <™ Helix

AN GEAA G AAVANA VAVAUA NN
) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible

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

VLSSVGLAAM

ABAAAAAAA AAAAAAATAAAAAAAAAAAANAAAA AAAAFAEIA BAAAAAAAA
T T T T T T T T T T T T T T T
SSKAASLHWTGERVVSVLLLGLLPAAYLNPCSAMDY SLAAALTLHGHWG | GQVVTDYVRGDALQKAAKAGLLAL SAFTFA

f. Max. deviation (see listing)

*********

g. G-factors

Dihedrals  [TTTTTTTTT]
MC bonds

Mcages [TETHHT]

Mainchain  [TTTTTTTTT]

Overdl  [ITIIIITID
134 140

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

o =
-

© O HEd
o= HEH
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Residue properties
pdb3aee

Page 12

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

< 20+ I lII
=
O

115 120 125 130 135

Residue number

5 20 b. Absolute deviation from mean of omegatorsion
Ee

E 12

8 8

o 4

£

O

115 120 125 130 135

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N
1

Zeta abs. mean dev.
N

ranalspal.

115 120 125 130 135

d. Secondary structure & estimated accessibility

NN N/

Residue number

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

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

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

GLCYFNYHDVGI| CKAVAMLWK L

f. Max. deviation (see listing)

+

0 00 & S0b0S
& 18 8 HE=ES

0O O OO

o
R

g. G-factors
Phi-psi
T
mega Hi IH
Dihedrals [T T T[T BT TTTTT T
VeSS D
Mainchain [T T T T ITTITTTITTITTTIT]
Overall LITTITTITIATITTTITITIIT T
115 120 125 130 135
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Main-chain bond lengths
pdb3aee

(except Pro)

PROCHECK

152 156 160 1.64

123 127 131 135
T |
145 149 153 157

|

CA-CB
(Alg)

111 115 119
T
133 137 141

1.48
N-CA
(except Gly,Pro)

140 1.

696
696
696

fousnbai4 fousnbai4 fousnbai4

1.64

155 159 1.63
T

1
CA-CB

152 156 1.

(therest)

CA-C
(Gly)

1.47
148

146 150 154 158

122 126 130 1.34 1.38 142 146

139 1
140 1

696
696
696
696

fousnbai4 fousnbai4 fouenbai4 fousnbai4

134 1.38 142

N-CA
(Gly)

CA-CB

CA-C
(except Gly)

148 152 156 1.60 164

ps

120 124 128 1.32 136 140 144

(lle,Thr,val)
" " T '
141 145 149 153 157 161 1.65

140 1.

696
696
696
696

Aouanbai4 Aouanbai4 Aouanbai4 Aouanbai4

133 137 141 145 149 153 157

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
pdb3aee

101 106 111 ﬂé 121 126 131

107 112 117 122 127 132 137

CA-C-N
(except Gly,Pro)
535 — 535
o) oy
& &
> >3
g 8
LL LL
101 106 111 116 121 126 131
O-C-N
(except Pro)
535 — 535
> oy
& &
> >3
g 8
LL LL
108 113 118 123 18 133 138
C-N-CA
(Gly)
535 — 535
> oy
& &
> >3
g 8
LL LL

105 110 115 120 125 130 135

107 112 117 122 127 132 137

CA-C-O

(Gly)
535 — 535
o) oy
& &
> >3
g 8
LL LL

105 110 115 i& 5 150 135 9

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.

5 100 105 110 115 120 125

Page 1

CA-C-N
(Pro)

535

Frequency

101 106 111 116 121 126 131

C-N-CA

535

Frequency

(except Gly,Pro)

106 111 116 121 126 131 136

CA-C-O
(except Gly)

535

Frequency

105 110 115 120 125 130 135

CB-CA-C
(lleThr,vVal)

535

Frequency

9

1 109 114 119 124
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Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
535 — 535 : ; 535 ; ;
o) 3 ! ! o) ! !
o) o) ] o) |
> >3 >
o] g ! ! g ! !
L i 1 1 L 1 1
96 101 106 111 116 121 126 97 102 107 12 17 132 17
N-CA-CB N-CA-CB
(Ala) (lleThr,Va)
535 : : 535 - 535 —
2 | 2 | 2 i
T | | & AN o) 0|
> ; >3 ; ; >
g | g | g "
L i i L A K L 1 | 0
% 101 106 111 116 131 126 95 100 105 110 115 130 125 9% 101 106 111 116 121 126
N-CA-CB N-CA-CB
(Pro) (therest)
535 — 535 ——
5 | >
& Pl &
> ol >3
g i 8
L 0 L
83 93 93 103 108 113 118 95 100 105 110 115 120 125

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

pdb3aee

ASP

001 002 003 004 005

|
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8 8 § 8 &
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HIS

003 004 005

0.02

0.01
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> 30T
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0.00 001 0.02 0.03 0.04 0.05

|

|

Q
(e2] N

<
fousnbai4

60
50
0
0
10

GLU

0.00 001 0.02 0.03 0.04 0.05

ARG

0.00 001 002 0.03 0.04 005

|

60
50
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g 8 §

Aouanbai4

1

GLN
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o
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|.|.|1.0
S

8 8 2 8 8 9 o

O n ™ N —

Aouanbai4
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PHE

[Te)
o
S
1S
o
™
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ o)
o
[aN)
S
o
1S
o
8 8 ¢ 8 & 8
Aouenbai4
Lo
(@)
S
S
o
[s0]
\\\\\\\\\\\\\\\\\\\\\\\\\\\\\ =)
o
N
LS
o
P
1S
o
=l
f f f f f =
Q9 Q@ 9 Q 9o o9 ©
© Yol < ™ N -
fouenbai4
10
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o=
o
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o
N
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o
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=
o
io
T T T T O.
8 8 2 8 8 9 ©
© Yol ™ N —
Aouanbai4

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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