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Ramachandran Plot
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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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Plot statistics
Residues in most favoured regions [A,B,L] 819 86.9%
Residues in additional allowed regions [a,b,l,p] 115 12.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 8 0.8%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 942  100.0%
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

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.

o lle (54) o Leu(111) o Lys (56)
G = R e
90 90 0l g
m B 160 = =
]
K B 69 | m = ¥ ] 3.23
0@ ’34? 0 Bﬁ% 04 o D@
-90- -90 -90 1
=
-180 -90 0 %0 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
07 Met (29) - Phe (34) - Pro (45)
5
=
90 90 A, 90
. [ [ | ] [
g 0 - 01 - 01
s o %
-90 -904 -90 1
-180 -90 0 %0 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
- Ser (65) - _D_%DThr (62) - Trp (16)
- i}
e es s
90 %i' 90 Em e 90 -
]
. =
g ,] =8 0 % A o] B :
. &
B 64
904 0 -904 -90 1
A 56
]
T T T - T T T T T T
-180 -90 0 ) 180 -180 -90 0 90 180 -180 -0 0 %0 180
Phi Phi

pdb3aec_02.ps



PROCHECK

pdb3aec

. Tyr (45) 0 Vval (67)
[@% I '
90 - 01 4 %0-
- ]
E 0 0
gt =
-90 -904
-180 -90 0 %0 180 -180 -90 0 90
Phi Phi

Page 3

Ramachandran plots for all residue types

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (53)

Chi1-Chi2 plots
pdb3aec
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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)
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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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%-tage of residues in most favoured regions

OOa Ramachandran plot quality assessment
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Main-chain parameters
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 942 86.9 50.3 10.0 3.7 BETTER
b. Omega angle st dev 1088 41 6.0 3.0 -06 Inside
c. Bad contacts/ 100 residues 16 15 35.8 10.0 -34 BETTER
d. Zetaangle st dev 995 1.3 31 1.6 -1.1 BETTER
e. H-bond energy st dev 670 0.7 12 0.2 -24 BETTER
f. Overall G-factor 1092 0.2 -11 0.3 40 BETTER
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Side-chain parameters
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Plot statistics
Comparisonvalues  No. of

No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 143 12.2 32.8 6.5 -3.2 BETTER
b. Chi-1 trans st dev 298 12.8 30.9 53 -34 BETTER
¢. Chi-1 gauche plus st dev 419 139 29.6 4.9 -3.2 BETTER
d. Chi-1 pooled st dev 860 137 30.5 48 -35 BETTER
e. Chi-2 trans st dev 235 15.2 29.1 5.0 -28 BETTER
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Residue properties
pdb3aec

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

40
30
20
10+

Chi-1 abs. mean dev.

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

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

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

gl s— AN\ AN — AN

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

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

| /\J_I/\/\/\/\/\/\/\/\/\/MT/\/\/\/W AAATA ABAAAAAAAAAAAAAA  AARIA
T 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)
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Residue properties
pdb3aec

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

40
30
20
10

Chi-1 abs. mean dev.

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

24
18
12

Omega abs. mean dev.

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

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

DUt i S AN o e’ e’ e

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

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

ABAAABIAA_ A : AAABA B AANIEEAAR A AAAAARAAABABAAAAAAAAA AAAAAAARL_AAAAAAAA
EL ENYGMPFSRTEDGK ' YQRA FGGQSLKFGKGGQAHRCCCVADRTGHSL LHTLYGRSLRYDTSY FVEY FALDL LMENGECRGV | ALCI EDGSI HRI RARN

f. Max. deviation (see listing)

***********
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Residue properties
pdb3aec

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

40
30
20
10

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

Zeta abs. mean dev.
N

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 AL Bt A Tont AT

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

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

AAATA [l EAAAAAAAAAARIA AAAABAAAAAAAAR
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)

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

Chi3 & chi4
Omega RN B H:] H
Dihedrals [T

I
MChbonds [TT]
MCangles [1]

[
[

Mainchain [T

Overall [1
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40
30
20
10

Chi-1 abs. mean dev.

30
24
18
12

6

Omega abs. mean dev.

Chilonl
Chi3&
Omega
Dihedrals

MC bonds
MC angles
Mainchain

Overall

&ia B

Residue properties e
pdb3aec

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

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

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

D N s me—

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

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

A [l A ‘ ‘ : ‘ : ‘ AAAARAAAAAARAARANA  AAABIAA ‘ : ‘ A AAABAAAA
REGRGCGPEKDHVYLQLHHL PPEQLAVRLPGI SETAMI FAGVDVTKEP | PVLPTVHYNMGG | PTNYKGQVLRHVNGQDQVV PGLYACGEAACASVHGANR

f. Max. deviation (see listing)

***************************************
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Residue properties
pdb3aec

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

40
30
20
10

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

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

oYY, N WYY GG

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

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

FAAAAAAAAA  AAAAAAAAAAAAR AAAAAAAAAAAATIA AANAAAAAAAAAAAAAAATRIIAAAA 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)

+ o+ + + ++ +4+* 4+ + + 4+ + + k44 kg kg Fhttt+ o+ o+
Xk Kk K xk kK Kk K kkkk K xk  kkk Kk Kk Kk Kk kk Kk KKk Kk KAKAKK KAKAK KAKKAKK KAKKKKAK AKX K

g. G-factors
G 'HF : : T

Chi3 & chi4
Omega =

Dihedrals [

[T
MChbonds [TT]
MCangles [1]
[TT
[T

Mainchain |

Overall L

I I
I I
\ \
I I
I IT,
410 415 4
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Residue properties
pdb3aec

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

g
§ 40
e 30
g 2
< 10
o
510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number
0 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\ s

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

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

AA
FDRGMVWWTDLVETLELQNLMLCALQT | YGAEARKESRGAHAREDFKERVDEYDY SKP | QGQQKKPFQEHWRKHTL SYVDVKTGKVSLEYRPV I DKTLNE

f. Max. deviation (seelisting)
R

+ + + * 6%+ ++ + + + ++ F44 * ++ + + + + +
g. G-factors
Phi 1o [ ] W
T frildie eheridaii e e R
Omega [ [ [ [ [ RN [T \H H H [
Dihedrals [T T T I T I T IT T T T T T T T T L T T T T T T T T T T T T P T T T T T T T T I T T T T T T LI T 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 I T T T T I T T T T T T T T T I T T T T T TTTTITTTITTITTT]
510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
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Residue properties
pdb3aec

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

g
: 40 -
e 301
8 20+
< 101
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
£
© 60 615 620 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
RS
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
MR X i
e e e Ve — -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
IAAAAAAAAAAAIII AAAAAAAAAAAAATIA AAAAAAAAAAAAIAAIAAAAAAIAII BA ABNAAAAA  AAAAA
ADCATVPPAIRSY PRIKKFA1YRADPDKTGDKPHMQTYE I DLNNCGPMVLDAL IKIKNEIDSTLTFRRSCREG| CGSCAMNINGGNTLAC
f. Max. deviation (see listing)
g. G-factors
Phi [T [ H
: i ik
Grhega u 5 Emm mms

Dihedrals ~ [TTTTTTTTTTT

T T T T T T T I T T P L TTTT
MC bonds T P TP PP T
MCEHQ"SW O A P e T T P P T
[EEEENEEEEEEEE NN NN NN
T I T T T LTI T T I T T T

Mainchain  [TTTTTTTTTTTT]

I

[

l

Ovedl  [TTTITIITIIIE I
610 615 620 1
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40
30
20
10

Chi-1 abs. mean dev.

30
24
18
12

6

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Page 8

Residue properties
pdb3aec

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

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

86

86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
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

o= n N T

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

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

TRRIDTNLDKVSK1YPLPHMYV IKDLVPDLSNFYAQYKS| EPYLKKKDESQEGKQQYLQS| EEREKLDGLYECI| LCACCST SCPSYWAWNGDKY LGPAVLM

f. Max. deviation (see listing)

g. G-factors
[N [ o IZ::IF:HII H
I
i ans i
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 50
g 40 -
e 301
8 20+
< 10+
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 2
£ 18
8 12
o 6
£
O 18 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25 30
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
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
DU e SRR AR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ANA
(‘QAYR\I\MI DSI‘?DDFTI‘EERLAI‘(LQDPI‘:SLYR(‘:HT | Ml‘\ICTGT(‘ZPKGLI‘\IPGKA I‘ AEI KP‘(MMAT“(KE TTAKEEMERPWMNKNLGSNRPLSPHITIY
f. Max. deviation (see listing)
g. G-factors
Phi-psi 5 T W]
i it i kH
8h|3&0|4 [ t,i [ [T [ [T LT
mega [T [ [] [T [ EREE [ [T
Dihedrals [T T T T T T IT T T T T T T T T T T I T TR T T T T T T T T I I T] AT T T T T T I T T T ]
MCbonds T T T T T A I A T T A A I
MCangles [T T T P P T T A
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
L0 T T B W R W W | T T
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Residue properties
pdb3aec

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

40
30
20
10

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

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

Zeta abs. mean dev.
N

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

N NN NN NN N NN/ ~ONNAVAVAEA AN ANNANA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAAAATIA BEAAAAAAAAAA
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 (seelisting) ‘s
65

SR R s T TPV L 20 s IOt 2 T JUNE T I 20 £ JOUE s SUUUUUUE o 22 s SUUNIUE ST SURNE F

g. G-factors
Phi-psi o ] N
Chil-chi2 11
S, . EediitEceciis i
mega [T [1 [ [
Dihedrals [T I I T I T I T I T T T T T I T T T I T T T I T T T I I TR T T T LT T T T T T I TIIITIT]
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
MCangles [T T e e
Mainchain [T T T T T[T T I I I I LI T T T T LT L L LT T L L L L L L T LT T L L L L T L T LI T L T LI T L T L LT T I LT LT L LT LT T LTI
Overall  [TTTTTTITTTLIT T LTI LI T LT LR T LTI LTI LTI TLITIITITT]

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
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_ a. Absolute deviation from mean Chi-1 value (excl. Pro)

o

% 40 1

e 301

8 20+

< 10

o

134 140 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

Residue number

5 a0 b. Absolute deviation from mean of omegatorsion

©

§ 24 1

£ 18-

8 12

® 61

S

O 134 140 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

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

g

E o

g 4

N

134 140 40 45 50 55 60 65 70 75 80 8 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 = D == A\ AN ANAVANACANANA == NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AABAAAAAA AAAAAAATAAAAAAAAAAAANAAAA AAAAAATIA BIAAAAAAAA
T T T T T T T T T T T T T T T
VLSSVGLAAM SSKAASLHWTGERVVSVLLLGLLPAAYLNPCSAMDY SLAAALTLHGHWG | GQVVTDYVRGDALQKAAKAGLLAL SAFTFA

f. Max. deviation (see listing)
4 44

+7* 89 + ++ ++++ + ++ + + + + + +
*********************************************************************
g. G-factors
Phi-psi N
Chil-chi2 H LI He H H H
Chilonly
Chi3 & chi4 [ ]
Omega [T

Dihedrals  [TTTTTHTT]

[ITITTTITTT
MC bonds HM [ITTTTTTTT
MC angles [EENENEEEE
[IITTTTITTT
[ITTTTITT]

Mainchain  [TTTTTTTTT]

I
I
|
Overdl  [TTTITTITL] I
134 140 4
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Resid t -
pdb3aec
_ a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 401
e 301
8 20+
< 10
&
115 120 125 130 135
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
£
O 115 120 125 130 135
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
115 120 125 130 135
Residue number Highlighted residues are those that

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

SN =AU =

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)

+++ +
*******************
g. G-factors
Ave
Phi-psi -0.28
Chil-chi2 H:: -0.30
Chilonly -0.03
Chi3 & chi4 I 0.51
mega [T -0.12
Dihedrals  [TTTTITTIIITTTTITTIIIT M [0-013
MChbonds [T TTTT T TTTIIIITT] 0.66
MCEHQBHHHH\HHHHHHHH0-58
Mainchain  [TTTTTTIIITTTTTITIIIT11] [0 061
Overall [IITTTTITTTTTITTITITTITITT O 0.16
115 120 125 130 135
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Main-chain bond lengths
pdb3aec

(except Pro)
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
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(except Pro) (Pro) (except Gly,Pro)
787 1 787 - 787 —
> oy oy
& & o]
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g 8 8
[ N s T
! s 1
108 113 118 123 128 133 138 107 112 117 122 127 132 137 106 111 116 121 126 131 136
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(Gly) (Pro) (except Gly)
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g 8 8
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105 110 115 120 125 130 135 107 112 117 122 127 132 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
787 — 787 — 787 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 i;o 5 150 135 95 100 105 iﬁ 115 120 125 91 99 104 100 114 119 14

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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787

Main-chain bond angles

CB-CA-C
(therest)

Freguency

787
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Freguency

787

Freguency

88

Black bars> 2.0 st. devs. from mean.
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787

pdb3aec

N-CA-C
(except Gly,Pro)

Frequency
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Frequency
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Frequency
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787

Page 2

Frequency
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N-CA-CB
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Frequency
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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

pdb3aec
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Distorted geometry
pdb3aec

Main-chain bond angles

cB 101 ¢

CA
A His 57

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