PROCHECK

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] 1658 90.7%
Residues in additional allowed regions [a,b,l,p] 160 8.8%
Residuesin generously allowed regions [~a,~b,~l,~p] 6 0.3%
Residues in disallowed regions 4 0.2%
Number of non-glycine and non-proline residues 1828 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 188
Number of proline residues 106
Total number of residues 2138

pdb3p4r_01.ps




PROCHECK
Page 1

Ramachandran plots for all residue types
pdb3p4r
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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

pdb3p4r

- lle (118) - Lys (98)
e H
90 90 90 -%ﬁ C %
. " O
g R = 01 o & - L
iy -
-90 -90 1 -90+ O 99
]
-180 -90 0 %0 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
oy Mt (72) . Phe (92) — Pro (106)
=
90 ® @% 90 % % 90 l.
: [ |
£ 0 % o] % 0 %
-90 -904 -90 1
-180 -90 0 %0 180 -180 -90 0 90 180 -180 -90 0 90 180
Phi Phi Phi
- Ser (82) - _Thr (1202) _ o Trp (38)
= ] s
O
907 mifc 90 904
M élG
g o % !293 0 @ o % [
F W
_goﬁi- -90- = -90 1
-180 ) 0 90 180 -180 -0 0 90 180 -180 ) 0 90 180
Phi Phi Phi

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.

Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
pdb3p4r
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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

pdb3p4r
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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
pdb3p4r
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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
pdb3p4r

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 1828 90.7 65.3 10.0 25 BETTER
b. Omega angle st dev 2128 49 6.0 3.0 -04 Inside

c. Bad contacts/ 100 residues 4 0.2 211 10.0 -21 BETTER
d. Zetaangle st dev 1950 16 31 16 -0.9 Inside

e. H-bond energy st dev 1401 0.8 11 0.2 -1.1  BETTER
f. Overall G-factor 2138 0.2 -0.8 0.3 3.3 BETTER
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Side-chain parameters
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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 217 16.3 27.7 6.5 -1.7 BETTER
b. Chi-1 trans st dev 565 17.1 26.8 53 -1.8 BETTER
¢. Chi-1 gauche plus st dev 858 15.6 254 4.9 -20 BETTER
d. Chi-1 pooled st dev 1640 16.3 26.2 4.8 -21 BETTER
e. Chi-2 trans st dev 503 18.3 26.1 5.0 -15 BETTER
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Residue properties
pdb3pdr

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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0 c. C-aphachirality: abs. deviation of zetatorsion
o
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£ 67
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Py
S
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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
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Residue properties
pdb3pdr

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

=
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Chi-1 abs. mean dev.

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

24
18
12

Omega abs. mean dev.

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

Zeta abs. mean dev.
N

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

T L RETRAAN ) — — ——

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

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

AAAAAAAAAAAAAAAAAAAAABIAAAAAAAAAR AAAAAAAAAAAATIA B
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GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)
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Ph I Tl
Do e H
Chi3 & chi4 Hi I
Omega INEEE [T = ] [N [EEE
Dihedrals [T T T T [ TT LTI T T T T T e T T LT T T LT T T T T e T L T P T e T P T LT T T T T T ]
MChbonds [T T T T T T P T P P P P P T P T T P P T P T T T P PP
MCangles [T T e e e P T T e P P T T T T P P T
Mainchain [T T[T TP TP T T T T LT LT T T T T T A LT P T T T T LTI
Overall \‘\HHH\H‘\\H\H\HHH\‘H\\H\HHH\\‘HH\\H\HHH‘\HH‘H\H‘\HH‘H\H‘HH\‘HHHHH‘HHHHH
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Residue properties
pdb3pdr

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

T —— L S

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
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f. Max. deviation (see listing)
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Residue properties
pdb3pdr

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

=
o
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20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

PR A VNG m— s\

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

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

‘ ‘ AAAAAAIAAA ‘ ‘ ‘ AAAAAAAAABAAARIAAA  AAABAAIAAAAA_ AA ‘ A ABIAA BAAAAAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)
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Residue properties
pdb3pdr

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

B AAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)

+ + +
* % * * %

g. G-factors
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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 \\H\\‘H\HHH\H\H‘\\H\H\\H\H\‘\H\H\H\‘\H\HHH\H\\H\H‘\H\\H\H‘HH\H\H‘HHHHH‘HH\
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
| SUEEN
N = = 5 =y
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EAAAAAAARRRAAAAAAAAA  AAAAAAAAAANTIAIAA
'i'DLLY'I"I ELGHGLNVA‘EC]\/IA}liSAMAI‘?KESR(‘BAHQRI‘_DEGC'I"ERDD\‘/NFLKIliTLAFI‘?DADG'I"TRLE+SDVK i TTL P}‘DA AEMKNLK | EVVRY
f. Max. deviation (see listing) .
*5
St e ot . miinare ISR S 4
g. G-factors
Phi-psi [T T o
e RN Risisay
Omega ' H H b o W] N
Dihedrals [T TTTT T T I I T T I T T T T T TP TI T T T T T T T T T T T T T T T T T IT T I] T
ek R AMEREESENERSESENERSESENERSESENERSESENSRSESENSESESERSESRSSRSESEEERSREEEE HHHHHHH
Mainchain (T T T T T I T T T T T T I T TP TP TP T TP T TT TTPTP I TTTIIIITTIT T T
Overall [T T LI LT L L L LR L L T LI L LT L LI T EENNRRNNENEEN
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
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Residue properties
pdb3pdr

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

% 100
g 80 -
g 60
8 401
< 20
o
14 20 25 30 35 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
£ 18
8 12
o 6
£
O 14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

14 20 25 30 35 40 45 50 5 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

e A T e ot e S 4 O

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (seelisting
+ + * t
* + + 4+ + + * + * * *

P P
Smags 4 i " 5 T
Dihedrals

T T T T T A T LTI T T T T [T A T T T T T A T T T T T T I I I T T I T
MC bonds [T T T T T e T T T
MCangles [T H\H\H T T A T P T T T T T

T T T T T T T T T T T T T T T T T T TR T T T T T T T T T T T T I
LTI T T T T T T T LT I T T I L T I T e T T T T T T TP I T T T I I LTI I T[]

Mainchain

Overall
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Residue properties
pdb3pdr

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

% 100
g 80 -
g 60
8 401
< 20
o
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

- MLV MR NN\ RN S A A

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

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

AAARREAA ‘ ABABAAAAAAAAAAAA  ATIRIA : ‘ : ‘ ‘ ‘ ‘ : ‘ : ‘ ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)
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+
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+
* ok ok k kkkkk kK Kk Kk * * * Kk K * %
L

Fer

g. G-factors
Shi e

MC bonds

MC angles

Phi-os
YRy, R 5 it
Chilonly B
[T
Dihedrals [T
[T
[
Mainchain [T
[T
5

Overall
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Resid t -
pdo3p4r
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
©
§ 24
£ 18
8 12
o 6
S
O 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
214 220 225 230 235 240 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
RV VAN — ¢ ————— - AANGANAANAL ARG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

BAABAAAAAAAAA AAABAAAAAAAAAAAABIMAAAAAAAAAA
T T T T T T T T T T T T T T T T T T
CPKHVDPAAA | QQGKVESSKDFL ATLKPR TTKRKPYVRPMT STWWKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAWAGFV

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

21

~
o H HEE

pdb3p4r_06.ps



PROCHECK

Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© e 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
-g 8_
£ 67
G 4 -
LY
S
61 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
NN G =L =N D ———AA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
DFLONPVIVI INLI TLAAALLHTKTWFELAPKAANI| | VKDEKMGPEPI| | KSLWAVTVVAT I VI LFVALYW MINPNPKRSDEPVFWGL FGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi [
Sy B P ol o
Ghega ™ - i1 o H o 1 i 5 H
Dihedrals [T TTT T T T IT T T T T I T T T T T T TIT T T T T T T T T TP I T T T I I [T T T T AT T I TTT ]
ek R AMERENSENERSESENERSESENERSRSENERSESENSESESENSESESERSESREERSREEEE E S
Mainchain (T T T T I I T T T T T T T T TP TTT CCTTTTTTT TTTTTTIT I ITTTITTIIITTT] T T ITTITTTT]
Overall [T LI L LT T L L L L L LT LI T T LTI T EENEENEEE SN REE R
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

pdb3p4r_06.ps




PROCHECK
Page 11

Residue properties
pdo3p4r

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

20 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

24
18+
12

Omega abs. mean dev.

20 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

20 25 30 35 40 45 50 55 60 65 70 75 8 85 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 e ENINVES NN\ I\ I\ I\ NN NANANININZN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

BEAAAA EAA BABAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing)

g. G-factors
Phi-psi . [l M ] H
Ao o e S ornlle o
Cms&cm HH [T 1] [ [ [ t,,
ega [} [ [T [T [0 [1 [ [T | 1]
Dihedrals [T T TT T T IO T T T TR IO T T O T T R T T T T T T TP T T T T T T T TP T T T T T I T T T T T
VESS FITHT T Tl e
Mainchain (T T T T T T I T T T T T T I T T TTTTTT [ E TTTTTTT TTTT T TP TP T T T I T I TTTITTIITTT
Overall O I T T T T T T T T [T LT L T T T T T L T T T L T T LT TR
20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

pdb3p4r_06.ps
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=
o
o

Page 12

Residue properties
pdb3pdr

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

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.

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

Residue number
b. Absolute deviation from mean of omegatorsion

10 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

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

AVA VA Vi VA VA VAVA VAL

Key:- <™ Helix

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

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

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

f. Max. deviation (see listing)

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

pdb3p4r_06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

[EEEEEEEEEEEEE
MChbonds  [TT7 [T
MCangles [T

[EEEEENEREEEEE
[EEEEENEEEENEE

Mainch

Overall

=
o
o

ECK
Page 13

Residue properties
pdb3pdr

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

80
60
40 -
20

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

24
18+
12

6_

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

TE L RS o — ———

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

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

AAAAAAAAAAAATIA B
T T T T T T T T T T T T T T T T T T T T
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

+ + * + +
* % * Kk gy 4 Kkpp kg S+ K 4% b ok o4 * ok ok *
* * Kkk Kk KkAKKKKKKKEK Kk Ak KRk KKK KK KE K Kkx  * Kk KKK KAKK K K xk K *

chi4

ain

pdb3p4r_06.ps
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Residue properties
pdb3pdr

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

N AN

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

d. Secondary structure & estimated accessibility

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

ANAAA _ AA AAAAR AAAAAAAIAAAAAA AAARIA A AAABIAA AIAAAAA ‘ : ‘ : ‘ ‘
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (see listing)

+ + + + +
+ o+ * + ++ 4+ ¥ + o+ ** +* 4+ 4 kg *o44 * + *4 *oopx Kok kg +* +
* kK x * % K K Kk kkkkAk Kk * KKk Kk kkk kkAK KKK Kk kkk*  kk K kK kKK K KAk K% Kk kk kKKK K Kk KK

g. G-factors

Phi-os
Chli -Schiz CL H . H mH ]
Chilonl |

[

[

[

[

[

[

Chi3 & chi4
Omega :]j
Dihedrals

[
MChbonds []
MCangles []

[T
[1

Mainchain

Overall

3
N
o
a1
N
=
o
[NCY
=
(&)]
N H HEE B

C = cis-peptide

pdb3p4r_06.ps
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Residue properties
pdb3pdr

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

PR Ve VNG m— e m s\

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

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

AAAABABAAA AAAAAAAAAAAAAABIAAA — AAABARAAAAA BEAAAAAA
T T T T T T T T T T T T T T T T T T T T
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)
5

++ + + + + +

+ Kk 4 okx kg Gy ¥ 4 o4+ * 4 * x4 * x4 kg * * PR
g. G-factors
Phi N ] I
Glne aESamaEee 3 a .
Chi3 & chi4 [ RN [ EREN [
Omega 1 [T i I:,j:,:l [ [
Dihedrals [T T T T T T T I T T T T T T T T T LT LT T T T e T T T R T P T T T T T T T T T I T T 1]
MChbonds [T T T T T T P P P P P P T T P P P T P T P T T P T P P T
MCangles [T T T e e P P T e T P P P T T T T T P P T
Mainchain [T T T TP T T P T T T T L T T T T T T T LT P T T T T T TP LTI
Overall 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 IT T I T T T T T IT T I TTITITIITITTT]
300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

pdb3p4r_06.ps
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Residue properties
pdb3pdr

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

AAAAAATIAA A BAAAAAAAAA B AAAAAAAAAAAAAAAAAAAAAAATIAAAAAAAAATIR
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (seelisting)
44

PARALINRAILI L L LA Lt fett S SR o SN SR S
g. G-factors
Phi ] o 1
Cifhe — T ETETH aEeisdtly u
Chi3 & chi4 [] [ [ [ [ [
Omega (| [ | m [ [T [ [T
Dihedrals [T TT T T I T T T I TIT T T T T T T O T T I T T T T T T T I T TP T T T TP T T T T T T T
MCbonds T T T T T 1
MCangles [T P P P
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T A T T T T T T T T T T T T T T T T T T T I T I T T T T T T I T T T T T I T T IT T ITTIITTITTT]
400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

pdb3p4r_06.ps
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R . d t Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
R
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
ANANANANANN. e . . N ot
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAATIA AAAAAAATAAAAAAAAAAA AAAAAAAAAANTIIAAR
'i'DLLY'I"I ELGIL|GLNV/-‘\EC]\/IAIL|SAMAI‘?KESR(‘BAHQRI‘_DEGC'I"ERDD\‘/NFLKIliTLAFI‘?DADG'I"TRLE?SDVK i TTL P}‘DA AEMKNLK | EVVRY
f. Max. deviation (see listing)
g. G-factors
Phi-psi [ ]
St g E1E :
Chi3 & chi4 [ i [
Omega [l i [ o
Dihedrals [T T T T I T T IT T T T T T T T T T LT I T T T T T I T O T P T T T T T T T T T T ITT] T T
ek R AMEREESENERSESENERSESENERSRSENERSESENSESESENSESEEERSESESERSESEEERSREEEE HHHHHHH
Mainchain (T T T T T I T T T T T T I T TP TP TP T TP T TT TTPTP I TTTIIIITTIT T [EEEEEREEREEEE|
overall [T LI T I T LI T I T LI T L I L I L T LI T T T T T L LI T 1] NENNRENNENEEN
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

pdb3p4r_06.ps
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Page 18

Residue properties
pdb3pdr

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

& 100
-§80—
g 60
8 401
< 20+
o
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2
£ 18
8 12
o 6
£
O 14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
14 20 25 30 35 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
e A R i i o M 1A
|
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFP| ERDLVVDMTHF | ESL
f. Max. deviation (see listing)
g. G-factors
Phi-psi T mE|
St g
Chi3 & chi4 [] [ ]
Omega [ NEEET | EECEEC NN BN B
Dihedrals [T T T T T IT T T T LTI T T T T T LT T T T T T T T T T T T T T O LT T T I T T T T T T T T LTI
MCbonds T T T T 1
MCangles [T e P T 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 LI T LT LT T L I T L L I T T T T L I T L T L I T T T I LT LTI T[]
14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

pdb3p4r_06.ps
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Residue properties
pdb3pdr

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

% 100
% 80 -
g 60
8 401
< 20
o
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

i B\ NN\

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

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

AAARREAA ‘ AAAAAAAAAAIAAAA AARIA : ‘ : ‘ ‘ ‘ ‘ : ‘ : ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

*
*
+
*
+

* %k k4

g. G-factors

Phi CT e [ W

: o i - .

Grhega ¢ H H u 5 “EERRERE=ER H
Dihedrals [T T T T T T T T T T T IO T T T LT 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 T T T T I
MCbonds (T T T T T T
MCangles [T e P P P
Mainchain (T T T T T T T T T T T T TP T T T O T TP TP T T TP T TP TP T T T T T T T
Overall T T T T T T T T T T T T T LT T T T T T I T T T T T T T T T T T T T T T TT T T IT T ITTIT I ITTTIT]

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdb3p4r_06.ps
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Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
]
5 o]
£ 67
G 4 -
LY
S
214 220 225 230 235 240 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
AR AAN— 0 ———— A~ NNGEAANANAANANG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAABHAAAAAAAAAAAAAAANAAAAAAA AAAAAR
CPKHVDPAAA | QQGKVESSKDFL IATLKPR TTKRkPYVRWTST\)WVKKL IBFYRF\‘(MLRE(‘BTAVPA‘VWFSI‘ ELI FéL FALkNGPEAWAGF\}
f. Max. deviation (see listing)
g. G-factors
S SR BEL e itEsieatis
i3 & chi [T [ [ [ [ [
Omega [ [T [ [ [ = [ [
Dihedrals O TTT I T T T T T T T ITT T IT T T1] T T T T T T T T T T T T T T T T T T T T T I T IT T TTTTT
MC e  FHHHHHHHHHHHHHT EHHH A A A A A A A
Mainchain [T T T T T I I T1] T T T T T T T T T T T T I T T T T T T T T T T T ITTTTTT
ovedl  [TTTIILITIT I T TITIIITIT] O T I T T T T T T L I L I LT T T T T T I T]
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdb3p4r_06.ps




PROCHECK

Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© e 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
-g 8_
£ 67
G 4 -
RS
S
61 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
B ANANANANAUA A G St NN P ————\\¢
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAATAAAAAAAAAA
DFLOQNPVIVI INLI TLAAALLHTKTWFELAPKAANI IVKI‘DEKMG}‘DEPI II‘(SLWA\‘/TVVA'i'IVI Ll‘:VALY\I‘V M1 NPN}‘DKRSDI‘EPVFW(‘BLFGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi Il [
. e
mega (T u CEEE -:H H e [
Dihedrals  [(TTT T T T T IT T T T T T I T T I T T T T T I T LT T T T T T IT T I RN T T T T T T]
ek R AMEREESEMENSESENERSESENSRSRSENSRSRSENSESESENSESREERSESREERSREEEE
Mainchain (T T T T I I T T T T T T T T TP TTT CCTTTTTTT TTTTTTIT I ITTTITTIIITTT] T TTTITTITITTITTITT]
10 1 | o T T T A O L I T T L1111
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

pdb3p4r_06.ps




PROCHECK

Page 22

Residue properties
pdo3p4r

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

& 100
% 80 -
g 60
8 401
< 20+
o
20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12
® 61
£
O 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
g 4
RS
S
20 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
ENAAANA G NN AANARAVA VA AANAAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
EAAAA FAA BABAAAAAAAAAAAAA
éGMNSAI IAP\‘/MI LL\‘/GI LL}‘DLGL FI‘DGDAL‘SYERVI‘_AFAQ‘SF | GR\‘/FL FLMIVL PI‘_WCGLlliRMHHAMHDLI‘( | HVPAGKWVI‘:YGLAAI LTV\‘/TL IG\‘/VTI
f. Max. deviation (see listing)
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PROCHECK

Main-chain bond lengths

C-N
(except Pro)

Freguency

120 124 128 1.32 136 140

CA-C

Freguency

(except Gly)

140 144 148 152 156 1.60

CA-CB
(lle,Thr,val)

Freguency

N-CA

: #1.58 162

142 146 150 1.

Freguency

(Gly)

Black bars> 2.0 st. devs. from mean.

133 137 141 145 149 153

Frequency

Frequency

Frequency

Frequency

pdo3p4r

(Pro)

CA-C

122 126 130 1.34 138 142

(Gly)

143 147 1.?1- 155 159

1.39
s
BB 1»
141 145 1.'49‘1. 311.'57 161
N-CA

(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

=

Page 1

CA-CB

11 115 119 123 127 131

(Alg)

N-CA
(except Gly,Pro)

140 144 148 152 156 1.60

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.
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Main-chain bond angles

CA-C-N
(except Gly,Pro)

Freguency

101 106

111 116 121 126

O-C-N

Freguency

(except Pro)

108 113

118 123 128 133

C-N-CA

Freguency

(Gly)

105 110

15 120 155 1%0

CA-C-O

Freguency

(Gly)

105 110

Black bars> 2.0 st. devs. from mean.

115 ig 55 1%

Frequency

Frequency

Frequency

Frequency

pdb3p4r

CA-C-N
(Gly)

100 106 111 116 121 126

O-C-N
(Pro)

107 12 117 122 127 132

C-N-CA
(Pro)

1»

107 112 1117 122 1217 132

CB-CA-C
(Al3)

95 100 105 i% 115 120

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.

Frequency

Frequency

Frequency

Frequency

CA-C-N
(Pro)

Page 1

101 106 111 1‘i6‘ 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 120 125 130

CB-CA-C
(lleThr,vVal)

94 99 104 109 114 119
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PROCHECK

Main-chain bond angles

CB-CA-C
(therest)

Freguency

95 100 105 110 115 120

Freguency

Freguency

88

Black bars> 2.0 st. devs. from mean.

T
93

98 103 108 113

Frequency

Frequency

Frequency

pdb3p4r

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

105 110 115 120

N-CA-CB
(therest)

41

105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

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.
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ASN ASP

pdb3p4r

ARG

RM S distances from planarity

PROCHECK

2p
2p

HIS
TYR

000 001 0.02

l

0

2
80
60 L
40+
80+
60
40+
20-
0

8 8 ¢

Aouanbai4 Aouanbai4 Aouanbai4

1»

04

T

04
0.04

GLU
TRP

0.00 001 0.02 0.03

000 001 002
000 001 002
20--I

T

80
0
0

20

80
0
0

20

80 1

60+

401

0.04
0.04
0.04

0.03
0.03

GLN
PHE

0.00 001 002 0.03

000 001 002
000 001 0.02

..‘

|

b

40
20
80

40
20

b signifies data points off the graph in the direction shown.

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.
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Main-chain bond Iengths
CA 1525 C CA 1525 C N 1458 CA C 1231 O C 1231 O CA 1530 CB
1.462 1.598 1.358 1.282 1.291 1.684
D Asp 47 D Tyr 51 D Tyr 51 M Ala 12 PAsn 4 PAsp 47
CA 1530 CB
1.614
PTyr 51
Bonds differing by > 0.05A from small-molecule values. Vaues shown: "ideal", difference, actual
Main-chain bond angles
c 1226 CA CB 110.1 C N 110.5 CB
N CA CA
A Gly 269 - A Pro 270 D Tyr 51 D Tyr 51
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
Planar groups
RO R B o
cB cB cB ce @
- o CB o o
0.052 0.104 0.048 0.159 0.025 0.034
DAsn 4 DAsp 9 D Asp 47 D Tyr 51 D Glu 52 PAsn 4
|
|
PNy A
B NE >
CB
- — o
0.087 0.132 0.035
PAsp 9 PTyr 51 PArg 81
Sidechains with RM S dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown isRMS dist.
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