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Ramachandran Plot

pdb3cir
|

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] 1555 89.4%
Residues in additional allowed regions [a,b,l,p] 177 10.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 4 0.2%
Residues in disallowed regions 3 0.2%
Number of non-glycine and non-proline residues 1739  100.0%
Number of end-residues (excl. Gly and Pro) 26
Number of glycine residues (shown as triangles) 172
Number of proline residues 92
Total number of residues 2029
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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
pdb3cir
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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
pdb3cir
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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 (97)

Chi1-Chi2 plots
pdb3cir
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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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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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Main-chain parameters
pdb3cir

OOa Ramachandran plot quality assessment
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78' Measure of bad non-bonded interactions
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Resolution (Angstroms)

0 d. Alpha carbon tetrahedral distortion

Resolution (Angstroms)
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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 1739 89.4 49.1 10.0 40 BETTER
b. Omegaangle st dev 2015 18 6.0 3.0 -14 BETTER
c. Bad contacts/ 100 residues 13 0.6 37.0 10.0 -3.6 BETTER
d. Zetaangle st dev 1857 12 31 16 -1.2 BETTER
e. H-bond energy st dev 1300 0.9 12 0.2 -14 BETTER
f. Overall G-factor 2029 0.1 -11 0.3 40 BETTER
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Side-chain parameters
pdb3cir
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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 215 17.0 332 6.5 -25 BETTER
b. Chi-1 trans st dev 554 15.9 31.2 53 -29 BETTER
c. Chi-1 gauche plus st dev 746 15.1 29.9 4.9 -3.0 BETTER
d. Chi-1 pooled st dev 1515 15.7 30.8 4.8 -3.1 BETTER
e. Chi-2 trans st dev 457 14.6 29.3 5.0 -29 BETTER
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Residue properties
pdb3cir

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

=
o
o

80~
60
40 ~
20

Chi-1 abs. mean dev.

O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (see listing)

+ +  ++ * +4* + * + ++ * * gk *pp Kk kK kK
* kK xkk % ® * % * %% * * kk k% * KA K K kkk KA KKEKK  KAKKKKAK KK KK KA

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall
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20

Residue properties
pdb3cir

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

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

b. Absolute deviation from mean of omegatorsion

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

TR RETRAAD ) i — ——

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

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

EEAAAAAA A ‘ AAAARAAAREANA AAAAAAAAAAAAAAAAAAAABAAAAAAAAAA AAAAAAA AL ‘ ‘ H
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

+ * o4 * ++ 4+ 4+ + * +RE 4 b pp KRk g + o+ + *ok +
* * k% * % kk KRk Kk KKk kKR KK kAR KKK KK KK KA K* * % * kk Kk kKKK Kk * *
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Chi-1 abs. mean dev.
N A OO ©

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40 -
20

Residue properties
pdb3cir

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

200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omegatorsion

295 300 305 313 320 325 330

200 205 210 215 220 225 230 235 240 245 250
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

295 300 305

313 320 325 330

200 205 210 215 220 225 230 235 240 245 250 320 325 330

Residue number

295 300 305

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

313

d. Secondary structure & estimated accessibility

N\ i e LA

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

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

‘ —AA ‘ AAAAAAAAAAAAA AAARIA |
RYNTNGG | VTGDGMGVAL SHGV PLRDMEFVQYHPAGL PGSG | LMTEGCRGEGG

RDKV SQAPWVHEWRKGNT | STPRG  YLDLRHLGEKKLHERLPFI

f. Max. deviation (see listing)
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Residue properties
pdb3cir

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

332 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

332 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

332 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430

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

d. Secondary structure & estimated accessibility

i e —AAAA N /- NN

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

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

AAAAAAARL ‘ ‘ ‘ AABAABAAAAA_ AL AABEA AA ABAA BAAAAAAAAA AA ‘ ‘ HAAAAAAAAA
CELAKAYVGVDPVKEPI PVRPTAHYTMGGI ETDQNCETR | KGL FAVGECSSVGLHGANRLGSNSLAELVVFGRLAGEQATERAATAGNGNEAA | EAQAAG

f. Max. deviation (seelisting)
6

+ + + + +

$x xx {4 * % * g * + * N e w4 * +
g. G-factors

Phi o H [ [T

Aty : aliiat .

Chi3 & chi4 I [ [ [

Omega [ [ [T [ [

Dihedrals [T T T TT TT IO T T T T T IO O T T LT T T T T T T T T T T T T T T T TP T T T TP T I I T T I T T

MCbonds T T T T 1

MCangles [T T e e e P T P

Mainchain (T T T T T T T T T T T T LT T T TP T T TP T T TP T T T T T T

Overall T T T T T T T I T T T T T T T T T I T T T T T T I T T T T T T T T T T I T T T T IT I T ITTTTITITTT]
332 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430
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Residue properties e
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a. Absolute deviation from mean Chi-1 value (excl. Pro)

& 100
%80
£ 60
g w0
< 20
o
432 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 41
® 21
£
O 432 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
432 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
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
H_AAAAAAAAAAAAAAAAAAAAAAAAANAAAAAAAAAAAAAAAAA A AAAAAAAAAAAAATIEIRIAA
\‘/EQRLKDL\‘/NQDG(‘BENWAI‘( | RDEI\‘/IGLAMI‘EEGCGI‘ YRTPELMQK'I" | DKLAELQEI‘?FKRVI‘?I TDTéSVFN+DLLY+I ELG}‘-iGLNVA‘ECMA}-‘iSAMAI‘QKESRéA
f. Max. deviation (see listing)
g. G-factors
Phi-psi N ] I [EECEE N
St [ = : 2
Chi3 & chi4 [ [ [ [ [
Omega [T [ [ [T [
Dihedrals [T T T T T T T IT TOT T T LI T T O T T LT T T TP T T T T T T T T T I T T T T I T T T
MCbonds T T T T T 1
MCangles [T e e P
Mainchain (T T T T T I T T T T I TTTCTTTTTT C T T T TT  TPTT TTTPT T TTT TTI  TTITT I ITTT
L0 T o T T T T Y R W W
432 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520 525 530
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Residue properties
pdb3cir

Page 6

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

532

540 545 550 555 560 565 570 575 5

Residue number

10 15 20 25 30 35 40 45

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

532

540 545 550 555 560 565 570 575 5

Residue number

10 15 20 25 30 35 40 45

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

532

540 545 550 555 560 565 570 575 5

Residue number

10 15 20 25 30 35 40 45
Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

e T e

Key:- <™ Helix

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

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

HQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVK | TTLPPA

f. Max. deviation (see listing)

+ + * 4 +
* * * % * *

+ +
*4o4 + Rk
*x x * % >k ok kK

AEMKNLK | EVVRYNPEVDTAPHSAFYEVPYDATTSLLDALGY IKD

g. G-factors

Dihedrals [

MChbonds []

MCangles [

Mainchain  []

Overall I
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Residue properties e
pdb3cir

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

46 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

46 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

46 5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145

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

d. Secondary structure & estimated accessibility

R i o Hondai e ¥ 4T A

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
NLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDYTDGVKVEALANFP| ERDLVVDMTHF I ESLEAIKPY | | GNSRTADQGTN | QT PAQMAKYHQF

f. Max. deviation (seelisting)

5* + * o M = + * + +* 4+ + K4+ o+ o+ 4 + + ++ 4+
¥ x * xk k% T R Kk Kk Kk Kk Kk KA KKRKAKKAKK kK * %k * ok kkk

Chi3 & chi4
Omega
Dihedrals [

[TTTTTTTITTT
MChbonds  [TTTTTTTTTTTT]
MCangles [T T
[TTTTTTTITTT
[TTTTTTTITTT

Mainchain  []

Overall 1
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Residue properties
pdb3cir

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

146 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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 AABIA ‘ A ABIAAAA A ‘ : ‘ : ‘ AAAAABA  AAAAAAAABAIAAAAAAA AAAAAAAAAAAAATIA
SGCINCGLCYAACPQFGLNPEF | GPAA | TLAHRYNED SRDHGKKERMAQLNSQNGVWSCTFVGY CSEVCPKHVDPAAA | QQGKVESSKDFL IATLKPR

f. Max. deviation (see listing)

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

Chi3& chi4 [ ]
Omega 11
Dihedrals [T
MChbhonds [T]
MCangles []

[T

[T

[Tl

Mainchain |

Overall [

!
\
[TTTILT
T
HEENEN
EERNRERENL
[TITTITIIILT,

14 155 160 1

993
Z
Ss
N
BN
m
el -
5
S E O e .
I
[
1
\i
[
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Resid t -
pdb3cir
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
1 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

C —-—==NADP =N AN =NENNAAAA ()
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAAAAAAAAAAAAAAAAAANAAAAAAAAAANAAAABIAAATI
T T T T T T T T T T T T T T T T T T T T
TTKRKPYVRPMT STWWKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAWAGFVDFLONPV IV I INL | TLAAALLHTKTWFELAPKAANI | VKD

f. Max. deviation (see listing)

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

pdb3cir_06.ps



PROCHECK

Resid t o

pdb3cir

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

o

% 80

£ 60

g w0

< 20

o

101 110 115 120 125 130 5 10 15 20 25 30 35 40 45 50 55

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 49

® 21

S

O 101 110 115 120 125 130 5 10 15 20 25 30 35 40 45 50 55
Residue number

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

g

g 4

N

101 110 115 120 125 130 5 10 15 20 25 30 35 40 45 50 55

Residue number Highlighted residues are those that

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

2 AN\ D ANV AR AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

ABABAAAAAAAAAA BEAAAA EAA BABAAAAAAAAAA
EKMGPEPI| | KSLWAVTVVAT IV ILFVALYW MINPNPKRSDEPVPANGL FGAGGWVSA | |APVMI LLVGI LLPLGL FPGDAL SYERVLAFAQ
f. Max. deviation (see listing)
: : .
+* +* 4t + + + + +F 44+ +++ * + +*4++ 4+ 4+

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

[TTT

MChbonds [TTT7]

MC angles H\Hm
[TTT
[TTT

Mainchain |

Overall [

@ 44
O' E BT T

o H HEEHE
o

ARG oy
o H HEEH
(61

= H HFHE H

pdb3cir_06.ps



PROCHECK

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40
20

60 65 70 75 80 8

Resid t .
pdb3cir
a. Absolute deviation from mean Chi-1 value (excl. Pro)
60 65 70 75 80 85 90 95 100 105 110 115 5 10 15 20 25 30
Residue number
b. Absolute deviation from mean of omegatorsion
60 65 70 75 80 85 90 95 100 105 110 115 5 10 15 20 25 30
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
60 65 70 75 80 8 90 95 100 105 110 115 5 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

INANNNNNNEEN/N AN/ A Y AN

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 T T T T T T
SFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAATLTVVTL IGVVTI MQTFQADLA I VGAGGAGL RAA T AAAQANPNA

f. Max. deviation (see listing)

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

g. G-factors

a1
[ (o 2 Iy Iy I 0 I
oH HEHE H

pdb3cir_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.
N A OO ©

Omega abs. mean dev.

Zeta abs. mean dev.
N

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 12

Residue properties
pdb3cir

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

31 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

31 4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

31 40 45 50 55 60 65 70 75 80 85 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

e B s A A AU RAY T e e

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

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

KTAL | SKVYPMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELWGCPWSRRPDGSVNVRRFGGVK | ERTWFAADK

f. Max. deviation (see listing)

g. G-factors
-:IIHI:::I T ["HEEN | ] 1

in & . il EREE
[TIO T T T T  TIT TTIT TE T  TT T T T T T T T T T T T T T T T T T I T T I T T T T T T T T T T T I T T I T T T T T I 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 T T
T e e e e e e e e e e e e e e e e e e e e e s e e e e e e e e e e e T e e e T T T T T T R T
[T T T I T T I T I I I T T T I T T T I T T I T T T T T T T T T T T P T T T T T T T T T T T T T I T T I T T T I T T T T T T I I T I T T T T T T I I T T T I T I TT]
(T e e T e T T T R T T T T T T A T T T T T
31 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110 115 120 125 130

pdb3cir_06.ps




PROCHECK

Page 13

Residue properties
pdb3cir

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

131 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

131 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

131 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

DGET ) ) o e A i

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAMAAAFABIAAATIA [ AA AAAA AAAAABABIAA

T T T T T T T T T T T T T T T T
TGFHMLHTLFQTSLQFPQI QRFDEHFVLDI| LVDDGHVRGLVAMNMMEGTLVQI RANAVVMATGGAGRVYRYNTNGG | VTGDGMGVAL SHGV PLRDMEFVQ

f. Max. deviation (see listing)

, 5 . .
R e et r R R e T L T T SPUPUL PR T ST e 3¢ S T ot Tt g e
g. G-factors
Phi T T 1T
Gl e SRR i asadtal
Chi3 & chi4 [ ] 1] [ ] [ [
Omega [ [T [ [ [
Dihedrals [T I T I I T T T T T T T T I T I I T I T I T A I T T T I T T T T T T T T I IT]
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 T T
MCangles [T T T T e e e e
Mainchain [T T T T T[T T I T I I I LI T T T LT L L LT T L L L L L T LT L L I T L T L T L I T L T LI T L T L L L T T LT LT L LT LT T LTI
Overall \\H\\H\HHH‘\H\\‘H\H‘\H\\H\H‘H\H‘H\H‘\\H\\HH‘\\H\\H\\‘HH\‘\H\\‘H\H‘\HHHHHHH‘HHH
131 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

pdb3cir_06.ps




PROCHECK

Zeta abs. mean dev.
N A OO

R . d t Page 14
pdb3cir
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
6 T T T T T T
231 240 245 295 300 305 335 355 360 365 370 375 380 385 390
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 23 240 245 295 300 305 335 355 360 365 370 375 380 385 390

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

231 240 245 295 300 305 335 355 360 365 370 375 380 385 390

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

AANA nl ‘ AAAAAAAAAAAARL : HAAAAAA AABAANAAA  AAARABINAAAAA AA : ‘ :
YHPAGLPGSGI LMTEGC RDKVSQARPWMHEWRKGNTIS KKLHE FICELAKAY PVRPTAHYTMGGIETDQNCETRIKGLFAVGECSSVGLHGANR

f. Max. deviation (see listing)

+ * +4 + * 4t + + g +* * +*
* ok k% * Kok kKK K e *  xkk ok ok kk

g. G-factors

HEEE (] (e EEE H T[T T T
H
A TTIEA T COTCCCITT T I T (R CECTTIT T BT A I T I T T I T T T T T T T T I ]
EH A FHH A B B e A
T TITITITTIT T OIS O OO O T T T T T T
CITTTTTTTTITTTTT [CCTTTTTTTTITTITITTE] O] T BT T T T A T T T T T T T T T I ]
31 240 245 295 300 305 335 355 360 365 370 375 380 385 390

pdb3cir_06.ps
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Page 15

Residue properties
pdb3cir

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

391 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

391 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

391 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490

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

EEAAAAAAAA AAAAAAAATIA B BAAAAAAAAAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
LGSNSLAELVVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCGI YRTPELMQKT | DKLAELQERFKRVR

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[ [T IITTI
MC bonds [T T T T T T
MCangles [T T T
[T T ITTTT
[T T IT I IT

Mainchain  []

Overall {1

pdb3cir_06.ps




PROCHECK

R . d t Page 16

pdb3cir

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

o

g 80

£ 60

g w0

< 20

o

491 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 491 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5
Residue number

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

g

g 4

N

491 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5

Residue number Highlighted residues are those that

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

[ ryvvveRvIm o gEe pe o

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

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

BAAAAAAATIEAAAAAAAAAA
I TDTSSVFNTDLLYT | ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVK I T AEMKNLKIE
f. Max. deviation (see listing)
+
++ * ++ +x x4 Fr++ 4+ + * +++ + * + F k4 + +

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

g. G-factors
Phi-psi . ] o H il I RN
it PR mack e e
Grhega " FEHH H T
Dihedrals [T TTTT T TT T T T T LTI T T T T T TP I T T T I T T T I I T I T T T T T T I [ITTTTTTT]
ek R AMEREEBENERSESENERBESENERBRSENERCCEENSSSSE BEBSSERSESESERSSSERERSESEEERER HHHAH
Mainchain (T T T T T I T T T T T T T T TP T I T TTTT TP T T T T T T T M T T T T T T TT] [ITTTTTTT]
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 I T T T I TITTTT [ITTTTTT
491 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 5

pdb3cir_06.ps
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Page 17

Residue properties
pdb3cir

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.
N

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.
N A OO

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

e mmm e AN B m- e » A\

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

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

VVRYNPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGVMVNNVPKLACKTFLRDY TDGMKVEALANFP | ERDLVVDMTHF

f. Max. deviation (see listing)
6 + *
PP + * Lk kg gk + * + o * +

Chi3 & chi4 [
Omega I
Dihedrals I
MC bonds
MC angles
Mainchain

Overall

pdb3cir_06.ps
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Residue properties
pdb3cir

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

=
o
o

80
60
40
20

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

Omega abs. mean dev.
N A O ©

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

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

NV MR\ R A

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

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

AAAAAAABIIAAA AAAAAA ‘ ‘ ‘ ‘ ‘ AA_ABAAAA AAAAAAAAAAAAAANRL AAAAAAANBIAAA ‘
I ESLEATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNED SRDHGKKERMAQLNSQNGVWSCT FVGY

f. Max. deviation (seelisting

g. G-factors

Phi [TTH

Sy R ok h al A
Chi3 & chi4 [ [ [ [ 117
Omega [T [ [T [T [T
Dihedrals [T T T T T T T I T T T I T T T T T T O T LT T O T T T T T T T T T T T T T T T T T LTI T T T T I T T
MCbonds T T T T T T
MCangles [T P e P T P
Mainchain (T T T T T T T T T T T I TT CTTTTTT TTTT T TTT T T  TTTT TTTP  TTTTT TTT TTTITTTIT T
Overall EEEEESEENESEN NSNS SN NN NSNS NN NN NN NN NN NN NN NN N NN

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

pdb3cir_06.ps



PROCHECK

R . d t Page 19

pdb3cir

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

o

% 80

£ 60

g w0

< 20

o

210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

g 8

E 6

8 4

o 2

S

O 210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55
Residue number

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

g

g 4

N

210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55

Residue number Highlighted residues are those that

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

UV O VNANA— 0 (PAANNGANANANAR— A

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

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

AAAATAAAAAAAAAAATIAAAAAAAAAAA AAAAAT
CSEVCPKHVDPAAA | QQGKVESSKDFL | ATLKPR TTKRKPYVRPMT STWAKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAW
f. Max. deviation (see listing)
+  * +r + +
IS SO S 0% o6 SIS SENEN 20 44008 P S5 U U S PO & SIS S ST S 06 5 S - U S
g. G-factors
Chifehiz n, H‘*I* u .ﬁ " H H:
Chilonl
Chi3 & chi4 I [ [ [
mega [ [ [ [
Dihedrals  [TTTT T T T IT T T IT I IITTTTTTTITITIITT11] AT T T T T IR T T T T A T T A T T T T I T T T T T
MChbonds (T T T T [N N T T T A Y O O A
MCangles [T H\H\H\\H\H\\\HH\H\\H\H\HHHHHHHHHHHH
Mainchain [T T T T IIT T T I IITIT111] T T T T T T T TR T T T T T T T T T T T T T I T
Overall O I T T L LI T T T T T T OO L R T T T L T LI T L T L
210 215 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55

pdb3cir_06.ps




PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 @
E 6
8 4
o 2
£
© 65 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
S
57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SAD=NANAAAA ==L =N = P A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A AAAAAAAAAAANAAAAAAAAAAAAAANAAAAAAAANBAAABIAAA  AAAAAAAAAAAAAAAAAAAARIAATE
AGFVDFLQNPVIVI INLI TLAAALLHTKTWFELAPKAANI| | VKDEKMGPEP| | KSLWAVTVVAT I VI LFVALYW MINPNPKRSDEPVFWG
f. Max. deviation (seelisting) .
5
R OO T - JO OO OO SO S SN SR IE I LI I R S S
g. G-factors
Phi-psi W] T [
Chil-chi2
chi3 8 s H
mega [T
Dihedrals [T TT T T T I I T T I T T T T T T T T LT T T T T TP T LT T T T T I T T T T
R AMERARBENENSESENERBSSENERBREENEREESS-ESS  SESSSERSESESERSESERESERE HHHHHHAS
Mainchain [T T T T T T T T T T T T I T T T I T T LTI T T T T T T T W T T T T T T ITITTTT1] [EEREEERERENEEEEE
overall [T T LI I T T T I T LI T T L T T T LT LI T T[T OO T LI
57 65 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

pdb3cir_06.ps
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Page 21

Residue properties
pdb3cir

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

16 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

Omega abs. mean dev.
N

16 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

16 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

SAAUAN SN =A== NANAVAVAVA VAN - NANANIN/INZN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAAATAAAAAAAAA TEAAAA BAA AABAAAAAAAAAAAAA AAAAAAAAAAAAAAANR
T T T T T T T T T T T T T T T T T T T T
LFGAGGMWSA | |APVMILLVGI LLPLGL FPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKWFYGLAAILTVVTL I GV

f. Max. deviation (see listing)

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

MC bonds
MC angles

Mainchain

Overall

pdb3cir_06.ps
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. . Page 22
Residue properties
pdb3cir
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 80
é 60
g w0
< 20
&
116
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
© 116
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
®
g
116
Residue number Highlighted residues are those that

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

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

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

VTI

f. Max. deviation (see listing)

g. G-factors

Ave

Phl_-fs X -0.46
Chil-chi2 -0.37
Chilonly -0.03
Chi3 & chi4 0.438
Omega 0.46

Dihedrals [T [] -0.02
MC bonds 0.48
MC angles E E 021
Mainchain [T [J 0.32

Overall [0 O 012
116

pdb3cir_06.ps
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Main-chain bond lengths
pdb3cir

C-N
(except Pro)
o)
&
>
g
LL
120 124 128 1.32 136 140
CA-C
(except Gly)
: : N
>
&
>
g
LL
140 144 148 152 156 1.60
CA-CB
(lle,Thr,val)
>
&
>
g
LL
142 146 150 1.5 158 162
N-CA
(Gly)
o)
&
>
g
LL
133 137 141 145 149 153

Black bars> 2.0 st. devs. from mean.

Frequency

Frequency

Frequency

Frequency

(Pro)

1»

122 126 130 1.34 138 142

CA-C

(Gly)

139 143 147 1!1 155 159

CA-CB
(therest)

141 145 149 153 157 161

N-CA
(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

Page 1

11 115 119 123 127 131

CA-CB
(Alg)

=

140 144 1.48 1.g2 156 160

N-CA
(except Gly,Pro)

1»

133 137 141 145 149 153

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.

pdb3cir_07.ps




PROCHECK

Main-chain bond angl o
pdb3cir
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 ‘lz_.lél 126 101 106 111 116 121 126
O-C-N C-N-CA
(Pro) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
108 113 118 123 128 133 107 12 17 12 17 12 106 111 116 121 126 131
C-N-CA C-N-CA CA-C-O
(Gly) (Pro) (except Gly)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
105 110 115 120 125 130 107 12 17 12 17 12 105 110 115 120 125 130
CA-C-O CB-CA-C CB-CA-C
(Gly) (Ala) (e, Thr,va)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
105 110 115 %1?5 130 95 100 105 I!t; 115 120 94 99 104 109 114 119

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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Main-chain bond angles
pdb3cir

CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
] <1 2p | |
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
95 100 105 110 115 120 96 101 106 111 116 121 o7 12 107 112 117 12
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
% 101 106 111 116 1a 95 100 105 110 115 130 96 101 106 111 116 121
N-CA-CB N-CA-CB
(Pro) (the rest)
> oy
& &
> >3
g 8
LL LL
88 93 93 103 108 113 95 100 105 110 115 120

Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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.
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RM S distances from planarity
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Freguency
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pdb3cir

ASN
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Frequency
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GLU
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L :
201 |
000 001 002 003 004

Page 1

ASP

20

000 001 002 003 004

HIS

000 001 002 003 004

TYR

0.00 001 0.02 0.03 0.04

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
CA 1525 C N 1458 CA CA 1525 C N 1458 CA CA 1516 C N 1458 CA
1.468 1.405 1.464 1.395 1.463 1.401
A Thr 45 A Val 188 A Val 189 A Val 189 A Gly 246 A GIn 292
CA 1525 C C 1329 N N 1458 CA CA 1525 C CA 1525 C N 1458 CA
= = e v —Te T ToE
AArg299  AArg299-ALys300 A Lys300 A lle304 A Pro 307 A Arg 308
CA 1525 C N 1458 CA C 1341 N N 1458 CA N 1458 CA CA 1525 C
A Asp 315 AlLeu316 AThr468-APo469 A Glu 470 B Cys 57 BLeu 93
CA 1525 C C 1231 O C 1231 O CA 1525 C C 1341 N C 1231 O
B Leu 163 B va 213 B Cys214 B Lys241 B Lys 241 - B Pro 242 B Arg 243
CA 1530 CB CA 1525 C CA 1525 C C 1341 N CA 1530 CB N 1466 CA
1.584 1.597 1.587 1.461 1.588 1.533
B Arg 243 CPro 6 C Glu 106 C Glu 106 - C Pro 107 C Pro 107 C Pro 107
C 1231 O CA 1525 C CA 1525 C CA 1525 C CA 1525 C CA 1530 CB
CTrp130 D Pro 45 D Ser 50 M Thr 303 M Asn 366 M Asn 366
N 1458 CA N 1458 CA CA 1525 C CA 1525 C CA 1525 C CA 1540 CB
1.527 1.510 1.629 1.579 1.622 1.602
M Cys 367 M lle 465 M Tyr 466 M Arg 467 M Cys 539 M Thr 540
N 1458 CA CA 1525 C CA 1525 C CA 1525 C CA 1525 C CA 1525 C
1.540 1.583 .580 1.579 1.452 473
M Thr 540 M Asp 544 M Val 568 N Asn 46 N Asn 164 O Pro 105
CA 1525 C
455
PTyr 51

Bonds differing by > 0.05A from small-molecule values. VValues shown: "ideal", difference, actual
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Main-chain bond angles
111.2 1217 111.2 111.2 1217 111.2
A Val 189  AArg 299 Alys300 A Arg 308 A Leu 314 AGly 320 AGu321 A Glu 321
116.2 111.2 111.2 111.2 111.2 1112
B Leu 93 B Ala 94 B VaI 213 M Asn 174 M HIS 232 M Thr 244 M Cy5247

CA CA CA CA CA CA
M Thr 303 M Lys 323 M Cys 367 M Gly 418 M Thr 540 N Asn 14
1112 1101 1206 1118
NVaI 17 OMet 103 O Met 103 O Gly 104 OPro 105

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

Planar groups
cB B e cB cB cB
0.032 0.043 0.036 0.033 0.033 0.035
A Tyr 64 ATrp 99 A Trp 448 A Tyr 466 A Tyr 565 B Tyr 26
CB CB B CB CB cB
0.045 0.034 0.040 0.045 0.040 0.057
B Phe 80 C Tyr 129 D Trp 98 D Phe 100 M Phe 116 M Phe 126
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Distorted geometry
pdb3cir

Planar groups (contd)

2 QO ol

CB U CB -
0.030 0.031 0.047 0.032 0.045
M His 232 M Phe 554 N Tyr 155 N Tyr 179 O Phe 21

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