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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 728 80.2%
Residues in additional allowed regions [a,b,l,p] 160 17.6%
Residuesin generously allowed regions [~a,~b,~l,~p] 17 1.9%
Residues in disallowed regions 3 0.3%
Number of non-glycine and non-proline residues 908 1000%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 92
Number of proline residues 45
Total number of residues 1057

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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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
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (52)

Asn (41)

Chi1-Chi2 plots
pdb2acz

Arg (64)
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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
pdb2acz

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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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 908 80.2 64.1 10.0 1.6 BETTER
b. Omega angle st dev 1050 12 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 55 52 223 10.0 -1.7 BETTER
d. Zetaangle st dev 964 1.0 31 16 -1.3 BETTER
e. H-bond energy st dev 675 0.8 11 0.2 -1.2 BETTER
f. Overal G-factor 1057 0.2 -0.8 0.3 34 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 96 14.8 28.2 6.5 -21 BETTER
b. Chi-1 trans st dev 309 14.7 27.1 53 -23 BETTER
¢. Chi-1 gauche plus st dev 423 154 25.8 4.9 -21 BETTER
d. Chi-1 pooled st dev 828 15.2 26.6 4.8 -23 BETTER
e. Chi-2 trans st dev 278 16.0 26.3 5.0 -21 BETTER
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Residue properties .
pdb2acz

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

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

g BN\ /B AN, AN

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

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

EAAAAAAAAATTE B AAAAAAAAATL AABAAABAAABAABIANAAAARL  AARTEA AAABEEIAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
MKL PVREFDAVV | GAGGAGMRAALQI SQSGQTCALL SKVFPTRSHTV SAQGG | TVALGNTHEDNWEWHMYDTVKGSDY | GDQDA | EYMCKTGPEA I LELE

f. Max. deviation (see listing)
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g. G-factors

Chi3 & chi4
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Dihedrals ]

[T T T T T T T T T T
MC bonds [T T T T T T T
MCangles [T T T
[T T T I T T T T
[T T T I T T T T I ITTT

Mainchain  []

Overall I
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Residue properties
pdb2acz

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

% 100
% 80 -
g 60
8 401
< 20
o
105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

105 117 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

el = N\ e S

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAATRAANBABAAABAAAAAAT AN FABAAAAA AAAAAAAAAAAATIA ﬂ

T T T T T T T T T T T
HMGLPFSRL RPFGGQSKNFGGEQAARTAAAADRTGHALLHTLYQQNLKNHTT I FSEWYALDLVKNQDGAVVGCTALCI ETGEVVYFKARATVLATGGA

f. Max. deviation (see listing)

g. G-factors
Phi-psi . EEEN_SEEN ENEEEN ECEEE L M o [ o NN NN NN
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MChbonds  [TTTTTT1 1 I I I A 1
MCangles [T A e e P P P
Mainchain  [(TTTTTTT1) OO T T T TTT T TP T T TP TP T TP T T T T ITTIITITT
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

Chi-1 abs. mean dev.

80
60
40 -
20

206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Omega abs. mean dev.
P N w s~ O

Residue number
b. Absolute deviation from mean of omegatorsion

206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

206 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

N\ =\ e e\

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

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

ARBAAAABARARNE T‘I/\I_I/\/\‘N_I_I_H_I/W\/‘\/\/\/W‘ AAABA ‘ /\J_I/‘\A/\W/N_I_V\/WTI_V\/‘H/\/W‘AMA/‘\AMA/‘\J_V\AA‘W A
GRIYQSTTNAHINTGDGVGMVA | RAGY PVQDMEMAWQFHPTG I AGAGVLVTEGCRGEGGY L LNKHGERFMERYAPNAKDLAGRDVVARSIMI EI REGRGCDG

f. Max. deviation (seelisting)
55

************************************************************
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Residue properties e
pdb2acz

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

80
60
40 -
20

Chi-1 abs. mean dev.

306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

306 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

et A A e — ——

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

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

A EEAABANAAA AAAAABABIA /‘\/\/\/\/\/‘\/\/ﬁ_’TI_I/\/\/\/‘\/\/W\/‘\/\/\/TI/‘\/\ﬂ FAAAAA AAARIAAAA TAAAAA A AAABABAA ABIAA :
PWGPHAKLKLDHLGKEVLESRLPGI LEL SRTFAHVDPVKEPI| PV I PTCHYMMGG | PTKVTGQAL TVNEKGEDVVVPGL FAVGE | ACV SVHGANRL GGNSL

f. Max. deviation (see listing)

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

Chi-1 abs. mean dev.

80
60
40 -
20

406 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

Zeta abs. mean dev.
N A OO

406 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

406 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAATIA AAAAAAAAAAAAARAAAATAT
T T T T T T T T T T T T T T T T T T T T
LDLVVFGRAAGLHLQES| AEQGALRDASESDVEASLDRLNRWMNNNRNGEDPVA | RKALQECMQHNF SV FREGDAMAKGL EQLKV | RERLKNARLDDTSSE

f. Max. deviation (see listing)

****************************************************************************
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Resid t -
pdb2acz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
o 506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
506 515 520 525 530 535 540 545 550 555 560 575 580 585 5
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

NN e e

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

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

T T
FNTQRVECLELDNLMETAYATAV SANFRTESRGAHSRFDFPDRDDENWLCHSLYLPE TRRSVNMEPKLRPAFPPKIRTY MRLEFSIYR

f. Max. deviation (see listing)

.. oL 6
Berottet e e e a0 D e e el ey L.
g. G-factors

T T ] F ] HE EENEEE EENEE BN 1 ﬂ F NN NN
; i bidinksine Eaee
T T I T T I T I T T T T I T T T T T I T T P T T I T R T T T (T T e W [T T [TTTITTITT]
A A A A HHHH
[T I I I T I I T I T I I T I I T I I I I COCI I T rrITrDd [TTTTTTTT]
\‘\H\\H\\‘\\\H‘\H\H\\H‘\H\\H\H‘\\H\‘H\H‘HHHHH‘H\\\HHHHHH‘\HH‘HH m
06 515 520 525 530 535 540 545 550 555 560 575 580 585 5
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Residue properties e
pdb2acz

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 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N w s~ O

10 15 20

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

d. Secondary structure & estimated accessibility

N/ et N e L

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

V—’\
e

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

YNPDVDDAPRMQDY TL EADEGRDMML LDAL | QLKEKDPSL SFRRSCREGVCGSDGLNMNGKNGLACI TP SALNQPGKK | VI RPLPGLPV | RDLVVDMGQ

f. Max. deviation (see listing)
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Residue properties
pdb2acz

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
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
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

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

A A e A N\ e

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

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

FYAQYEK | KPYLLNNGONPPAREHLOMPEQREKLDGLYECI| LCACCSTSCPSRPMWWPDKF | GPAGLLAAYRFL IDSRDTETDSRLDGL SDAFSVFRCHS|

f. Max. deviation (see listing)

g. G-factors
Phi NEEN 1] | EEERS [
Ao M oo : S s
Chi3 & chi4 [T [ 17 [ [ [ [
Omega [T [T [T [T [ [
Dihedrals [T T T T T I IO T T T T T LTI T T LT T T O T T T T O T T T T T T T T TP T T TP T T T T
MCbonds T T T T T 1
MCangles [T e P e P T T
Mainchain (T T T T T T T T LTI T T O T T LT T T TP T T TP PP T TP T T T IT T II 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 I T T T T T T T T T I T A T T T TT I ITTTITTTITTTITITTT]
110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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Resid t o
pdb2acz
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
£ 2
o 1
S
O 210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

210 215 220 225 230 235 5 10 15 20 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

N\ — AV SANANANNNNSEVN

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

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

T T T T T T T T T T T T
MNCV SVCPKGLNPTRA | GHI KSMLLQRNA M1 RNVKKQRPVNLDLQT IRFPITAIASILHRVSGV I TFVAVGI LLWLLGTSL SSPEGFEQA

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals [T

[
MChbonds [TT]
MCangles [ 1]

[
[

Mainchain [T

Overall 1
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=
o
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80
60
40
20

Chi-1 abs. mean dev.
R N W b~ O

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K
Resid t -
pdb2acz
a. Absolute deviation from mean Chi-1 value (excl. Pro)
62 70 75 8 85 90 95 100 105 110 115 120 125 3 10 15 20
Residue number
b. Absolute deviation from mean of omegatorsion
62 70 75 8 8 90 95 100 105 110 115 120 125 3 10 15 20
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
62 70 75 80 8 90 95 100 105 110 115 120 125 3 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

WNBYNNANANNNN/SEENANANNNA/N7 ST SN/

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

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

: BAAAAAAAA ‘ ‘ W AAAIAAAA : ‘ : : EAAAN AN ‘ ‘
SAIMGSFFVKF IMAMGI LTALAYHVVVGI RHMMMDFGY LEETFEAGKRSAK | SFV I TVVLSLLAGVLVW SNASALGRNGVHDF I LVRATAI

f. Max. deviation (see listing)

g. G-factors
M [ [T m
R i O s
[EEEEEEEEEEEEEEEEEEE NN RN NN NN NN RN | [T T T T IITTTT
T T A A T T T T T T T T A
A e e e A A T e e e e T T T T T T T T A e e e
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 LTI T I T T T T T T
OO L T T L T T L L T T L L T T T T T T T (T I T LTI ITTT]
62 70 75 8 85 90 95 100 105 110 115 120 125 3 10 15 20
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Residue properties
pdb2acz

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

NN/ SO\ ANANAVANANA VAN ANANANAAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAATH AAABAAAATAAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T
VLTLY | I YMVGFFATSGELTYEVWIGFFASAFTKVFTLLALFSIL IHAWIGWVQVLTDYVKPLALRLMLQLV I VVALVVYV I YGFVVWGV

f. Max. deviation (see listing)

g. G-factors
Ave
Phi-psi T | Bl ] [ -0.64
Chil-chi2 I [ -0.40
cha 8hia H H H H: @'8;28
mega [T [ [ [T 0.59
Dihedrals (T T T T T I T T T I T T T T O T T LT LT T T T TP T T T T P T T T T TP I T TP T 1] []-004
BB Ge e A R A A RS BE B A 4 A A RS EE B o A A A R BAES R A A R R ERESE A RO
Mainchain (T T T T T I T T T T O T T TP P T O TP T T TP T T TP T T T T IT] [7 047
Overall L T L T T T T T L L T T T T T T T LI T T T 1] O 046
25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
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Main-chain bond lengths
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4 or ) signifies data points off the graph in the direction shown.

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

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
101 106 111 116 121 126 131 101 106 111 ‘-1Té‘ 121 126 131 101 106 111 116 121 126 131
O-C-N O-C-N C-N-CA
(except Pro) (Pro) (except Gly,Pro)
351 — 351 — 351 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 138 107 112 117 i’z.z- 127 132 137 106 111 116 121 126 131 136
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
351 — 351 : : 351 —
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 13%1?5 130 135 107 12 17 12 17 152 137 105 110 115 120 125 130 135
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
351 — 351 — 351 I
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 15&5 130 135 95 100 105 1+0‘ 115 120 125 94 99 104 109 114 119 124

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.

pdb2acz_08.ps



PROCHECK

Main-chain bond angles

CB-CA-C
(therest)
351 . .

Freguency
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Black bars> 2.0 st. devs. from mean.
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pdb2acz
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(except Gly,Pro)

Frequency
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Frequency
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Frequency

Page 2

97 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

96 101 106 111 116 121 126

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

pdb2acz
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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
pdb2acz

Main-chain bond lengths

C 1329 N

1578

A Ser 44 - A His 45

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

Main-chain bond angles

N 1112 ¢ N 12 ¢ N 1112 ¢ N 12 ¢ N 12 ¢ N 1112 ¢
CA CA CA CA CA CA
A Trp 164 A Glu574 B Phe 204 B Met 210 B Cys 216 CLys 6

N 112 ¢

123.3

CA
ClLys 7

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

Planar groups
|
cB CB “ CcB ce
0.032 0.032 0.031 0.030
A Phe 40 A Tyr 87 A Tyr 276 B Phe 204

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