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Ramachandran Plot
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Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Plot statistics

Residues in most favoured regions [A,B,L] 1654 90.5%
Residues in additional allowed regions [a,b,l,p] 161 8.8%
Residuesin generously allowed regions [~a,~b,~l,~p] 4 0.2%
Residues in disallowed regions 9 0.5%
Number of non-glycine and non-proline residues 1828  100.0%
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
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Ramachandran plots for all residue types

pdb3p4s

Ala(200) Arg (108) - Asn (80)
]

90

£ “ T

90

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
pdb3p4s

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

pdb3p4s
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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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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
pdb3p4s

OOa Ramachandran plot quality assessment
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78' Measure of bad non-bonded interactions
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0 d. Alpha carbon tetrahedral distortion
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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 90.5 64.1 10.0 26 BETTER
b. Omega angle st dev 2129 47 6.0 3.0 -04 Inside

c. Bad contacts/ 100 residues 19 0.9 223 10.0 -21 BETTER
d. Zetaangle st dev 1950 14 31 16 -1.0 BETTER
e. H-bond energy st dev 1354 0.8 11 0.2 -14 BETTER
f. Overall G-factor 2138 0.1 -0.8 0.3 3.3 BETTER
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Side-chain parameters

a. Chi-1 gauche minus
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Resolution (Angstroms)

c. Chi-1 gauche plus

pdb3p4s

Standard deviation (degrees)

b. Chi-1 trans
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d. Chi-1 pooled standard deviation

50
20 3
oy
=
30 5
ks
201 é
©
&
e]
10 &
0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50e. Standard deviation of Chi-2 transangle
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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 213 131 28.2 6.5 -23 BETTER
b. Chi-1 trans st dev 588 15.0 27.1 53 -23 BETTER
¢. Chi-1 gauche plus st dev 839 139 25.8 4.9 -24 BETTER
d. Chi-1 pooled st dev 1640 14.3 26.6 4.8 -25 BETTER
e. Chi-2 trans st dev 498 16.9 26.3 5.0 -19 BETTER
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Residue properties .
pdb3p4s

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

N N =)
5 & & 8

Chi-1 abs. mean dev.
N
o

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

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 == Randomcoil Accessibility shading: ® 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)

* 44
* % *

+* 4 k4 + + + o+ + + Kok
Kk kk kK *  xk Kk ok Kk Kk Kk Kk * * ko * % * % *kk K kkkkAKKE K KKK EK* K

g. G-factors

Chi3 & chi4

Omega

Dihedrals

MChbonds [

MCangles []

Mainchain  []

Overall
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Residue properties
pdb3p4s

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

N A B
S 8 8 38 8
| I I S|

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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

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 e RESRAAN ) — — —

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

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

ABAAAAAA AAAAAAAAAAAAAAAAAANBABINAAAAAAAAA _AARL A AAAAAAAAAAANTIA W
GCP\NSRRPDGSVNVRRFGGMK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLDI LVDDGHVRGLVAMNNMEGTLVQI RANAVVMATGGAGRVY

f. Max. deviation (see listing)

+  ++ o+ Y 4+ ++ * ok + x4 % + * +* 44 + +
****************************************************** *

g. G-factors

I
e
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=
Bt
B

Ch|3& chi4 H
Omega H
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

o N O mE
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Residue properties
pdb3p4s

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

Omega abs. mean dev.
e}

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

10
o
5 o]
£ 67
g 4
LY
S
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
Y S — S AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RYNTNGG|VTGDGMGMAL SHGV PLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRY LQDYGVMGPET PLGEPKNKYMELGPRDKY SQAFMHEWR
f. Max. deviation (see listing)
g. G-factors
Phips  [] SEEES : anBaEEn
Sl FHET :
Gmega "+ -1t | RENEN" W . et 1o
Dihedrals [T N T T T T T T T T e T T T T T T T T T T T T T T T T
MCbonds (T T T T T T T
MCangles [T e P P P P T
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 [EEEEEEEESESENEENEEEESEEEEE NN NN NN NN RN \\M\\\\\\\\\\\\\\\i\\\\ [T ITTTITITITTITTITITITT]
200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

C = cis-peptide
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Residue properties
pdb3p4s

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

=
o
o

D o
o O

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

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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 OV m— s\

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

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

AAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)
5

i +:- * 44 x40 * 4 ++ + ++:* * 4 + * + + : +* 4+
g. G-factors
Ph W] [T T T [l H W
Biladiiat e
Omega m W BTH "R CEEE B
Dihedrals [T T T T T T T T T T T T T T B T T T T T P T T T T T P LT TP T T T T T T LT T T T T T T T
MCbonds T T P P T e e T P P T T T P T T ]
MCangles [T T T T T T T T e P T T P T P T P T T T PP T T T T T
Mainchain [T T T T T TP TTTTCP P T PP T P T T CP T PTPTT TP T T P PP T T T TP T L P T P T T T T P TLTTTTTTTITTTTT]
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 I T T T T T T T T T T IT T T T T T IT T T IT T ITITTITTT]
300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
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Residue properties
pdb3p4s

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

N A B
S 8 8 38 8
| I I S|

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

Omega abs. mean dev.
e}

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

=
o

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 AAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATIR
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)

+ + + + + + 4+ ++ 4+ *4 + + + ++ + *oopkyp + ++
%k ok kkx ok kk %k Kk Kk KKkkKE AKAKKKKAKAKKAKK K xkx kk xx kK kK K K K KEAKKE K K Xk

Chi3 & chi4
Omega
Dihedrals [

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

Mainchain |

Overall [
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Resid t -

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

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number

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

g

E o

g 4

N

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

A .

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

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

AAAAAAAAABAAAAAAAAAA  AANAAAAAAAAANTBIAAA
T T T T T T T T T T T T T T T T
TDLLYT | ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVKI TTLPPA AEMKNLK | EVVRY

f. Max. deviation (see listing)

+ X4 4 + ++ + * ++ o+ 4+ * 4
M Kk kKKK KE KA Kk Kk Kk Kk K Kkk % * kR kk kkk * %k kk ko kk * kK x

g. G-factors
il u
Chilonl
Chi3 & chia
Omega i m
Dihedrals [T T T T T T T TR LT T L LT T L T LT LTI T[T COCLLIIIIII0
e (LTI PP
Mainchain [T T LT LT L LT LT LTI T[] OO0
Overall L T L e T L LT L I L T LT T LT LTI 1] O
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
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Residue properties
pdb3p4s

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

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

N
o

I
N O

Omega abs. mean dev.
H 00

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

S A T it e | it it 1 Y

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

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

A A
NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (see listing)

*Eo4 4 oo+
K kR kK kKK kkk Kk Kk

+
*

*+
*

* %

*+

Chi3& chi4 []
Omega HEEN ]
Dihedrals

AT T TS T T T T I T T T T T e T A T A [T T I T LT
MC bonds [T T T T T T T T
MCangles [T T T

EEEEEEEEEEEEEEEEEEEE NN NN NN NN
[T I T T I T T T T T LT T T T T AT TP T T I T AT T T T T T T TT T I ITTT

Mainchain

Overall
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Residue properties
pdb3p4s

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

=
o
o

D o
o O

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

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

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

T ST e A UGS e A

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

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

AAABAAA AAAANTIA AAAAAAAAAAAAAAA ‘ : ‘ : AAAAAAAAAAAAAAAABL AMAAAAAAAIAA ABAAABIA_AA
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

g. G-factors
i-psi H H T
b I i I r,
Chl3&cl4HH [ ] [ I [
Omega [T NN ERREN [1 [ [T [
Dihedrals [T TT T T TI T T I T T T IO T TP T T O T T T T T T T T T T LT T T T T T T T T I T T T
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T T T T T T T T T T T LT T T LTI T T T I T T T T I T T T LI T T T T T T T T T T IT T T IT I ITTTTIT]
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
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Resid ti e
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
g 16
£ 12
8 8
o 4
£
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
-g 8_
£ 67
G 4 -
RS
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
RV VN A— ARNNAANAANRNAR ARG
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAFAAAAAAAATNAAAAAAAAAAAAAA
CPKHVDPAAA | QQGKVESSKDFL IATLKPR TTKRkPYVRWTST\)WVKKL I‘DFYRF\‘(MLRE(‘STAVPA‘VWFSI‘ ELI FéL FALI‘(NGPEAWAGF\‘/
f. Max. deviation (see listing)
g. G-factors
Phi Ll |
cafee THIR ! allals
Chi3 & chi4 7771 1] [ [T
Omega LT NN [0 [ [T
Dihedrals  [TTTTIT T ITTTTTITIIITTTITTTI I] T T A T T T T T e I T T T T T T T T I T I T T T T T T T T
MChbonds [T T T N T T T A T T T T T T T A
MCangles [T T e e e e T A T T e T T e T T T T
Mainchain [T T T T I ITTTITITIIITITITTT1TTT] T T T T T T T T T T T T T T T T T T T T I T T ITTTTTT
overal  [TTTIIT I I T LTI TR O L T I T L I L L T T LI T T T T T]
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdb3p4s 06.ps




PROCHECK

Resid t -

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

o

% 80

£ 60

g w0

< 20

o

61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number

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

g

E o

g 4

N

61 70 75 80 8 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

AN NAARARAR~  D—— O

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

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

AAABAAAAAAAAAA
DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI IVKI‘DEKMG}‘DEPI II‘(SLWA\‘/TVVA';'IVI Ll‘:VALY\I‘V M1 NPN}‘DKRSDI‘EPVFW(‘BLFGA
f. Max. deviation (see listing)
g. G-factors
Phi-psi
| =
mega [ li:] iﬂﬂ
Dihedrals [T T T I T T T T T T T T I T I T T T T T LT T T T T [EENENENEENEEN NN
MCbonds (T T T T T T I NN
MCangles [T T T T A e e e
Mainchain [T T T T T T T LI T T L LT T T T T T T T [EENENENEEEEEN NN
Overall CO T L T T T T L I T T L I T T LT T T T T T HENNEREE RN NN
61 70 75 80 85 90 95 100 105 110 115 120 125 130 5 10 15

pdb3p4s 06.ps
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Page 11

Residue properties
pdb3p4s

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

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

16
12

Omega abs. mean dev.
e}

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

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

NANINININ e S SNVNESSNIN 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 EEEAAAAAAAAAAAAA AAAAAANBIAAAAAA
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)

+
+ +* 4 + o+ 4+ * 4 + o+ P4+ Y4 4 bt 4 *o4 4 + + +
Kk kkkk K K KKK AKAKE K kK K kK kk KKKKAKK KKK KKAKAKK KK AKKKKAKE KK KK KKK K KAKAKKKK KA K

g. G-factors

Dihedrals [T

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain [T

Overall [1

pdb3p4s 06.ps
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Page 12

Residue properties
pdb3p4s

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

& 100
gso—
g 60
8 401
< 201
o
O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 16
E 12
£ s
o 4
£
© 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
M A e A ARA A A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
|
MQT FQADLA | \‘/GAGGA‘GL RAA | AAA(‘QAN PNAK AL I‘ SKVY WRSH+VAAEéGSAA\‘/AQDHDSFEYHFHDTVAGGD\NLCEQDVVDY FVHHCPTEMTQL ELW
f. Max. deviation (see listing)
g. G-factors
Phi [ | o
Gl TN aditllai RailEciatiac lad i
Gmese " HH | Bnamans FEac mEmmsnm H H
Dihedrals [T T TT TT T T T IO T T T LTI T T T LT T T T T T T T T I T T T T T T TP I T LTI T T T
MCbonds T T T T T 1
MCangles [T e P P T T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
overall [T T T IO LT T T LT T LT T T T T T T L T T T T LT T LT T LI T T[T
0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95

pdb3p4s 06.ps




PROCHECK
Page 13

Residue properties
pdb3p4s

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

N
o

I
N O

N

Omega abs. mean dev.
e}

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

B A s ———

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

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

ABAAAAAA AAAAAAAAAAAAAAAAAAAAABAAATIAAAAAA AAMAAANTIEAAAAR 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)

g. G-factors
Phi [ 1 T
el s L i SERE i
Omega CO e [T Hﬁ [T iH\H :H:I::ﬁ\\ | Hﬂﬂﬂ
Dihedrals [T TT T T T I T T T T T T T T T T I B T T T T T T T T T T T T I T T T T I T T T T T T T I I I LI T T 1
MCbonds T T T T T A 1
MCangles [T P P P P T
Mainchain (T T T I T T TP T T O T T TP T T TP T T TP TP T TP T T T T T T T
Overall T T LT T T T T T T T e T T T LTI T T T I T T T I T T T T T T T T T T T I T T T T T TT T ITT I TITTITTITTT]

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

pdb3p4s 06.ps
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Residue properties
pdb3p4s

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

Omega abs. mean dev.
e}

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.
N

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\

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

d. Secondary structure & estimated accessibility

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

‘ —AA AAABA ‘ ‘ WA A ‘ A AAABIAA ABAAAANL A ABABA ‘ : ‘ ‘
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (see listing)

+ ++ +

g. G-factors
Phi [T H [ m
ey, St KRR o ] s et
Omega [l [T [ H:::i [T [ e \IH [
Dihedrals [T TT T T T T T T T T T T TR T LT T T T T T T T TP T T T T T T T T T T T T I T T T IT T
MCbonds T T T T T T 1
MCangles [T T e P P P P
Mainchain (T T T T T T T T T TITTCCTTTTT T TP T T TP T TP T TP T T T T T ITTIITITT
Overall T T LT T T T T T T I 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 T I T T T T T I T TIT I ITTIITTTTT]

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

pdb3p4s 06.ps
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Residue properties
pdb3p4s

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

=
o
o

D o
o O

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

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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

D ol TN ERATE T it e e —_

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

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

‘ ‘ AAAAAAIAAA ‘ ‘ ‘ AAAAAAAAAAAAAIAAA  AAABAAIAAAAA_ AA ANAAA AA AAAR WAAAAAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (see listing)

g. G-factors
Phi-psi [] HEN I I
i : B i
Omega N [N m I i i\ N ::I::]I::ﬁ
Dihedrals [T T T T T T T T IO T T T T T T T TP T T T T T T T T T T T T T T T T I T T T T W T T T T T I T T T T [
MCbonds T T T T 1
MCangles [T P P 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 T T T T T T T I T T T T T T T I T T T T T T T T T T IT I T T T T T TTTIT T I ITT I TTT 1T
300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

pdb3p4s 06.ps
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Residue properties
pdb3p4s

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

2 b. Absolute deviation from mean of omegatorsion

16
12
8
4

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

=
o

N B O

Zeta 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 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

BAA ABAAAAAAAA B AAAAAAAAAAAAAAAAAAAAAAATIAAAAAAAAATIA
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)

+ + + + +
+4++ + + + + + + *4 ++ + *ppg Kk * ++
KkK KKK K KKK K kk K kKKK KK KAk KKk * K Kk KKAKE kK KKK K K Kk KKKk KKk KKkKKK KKk K K *

g. G-factors

Chi3 & chi4
Omega [NEEED| H
Dihedrals [

[T TTTT T IT T T T T T TTITTTT
MC bonds [T T T T T
MCangles [T T
[T T I T T ITTT
[T I T I T ITTIITTT

Mainchain |

Overall [

pdb3p4s 06.ps



PROCHECK

Resid t .

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

o

g 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

5 20 b. Absolute deviation from mean of omegatorsion

£ 15-

£ 121

8 8-

D 4

S

O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number

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

g

g 4

N

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

ANANANANANAN —— 0 gm0 SR e
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

TDLLYT | ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVKI TTLPPA AEMKNLK | EVVRY

f. Max. deviation (see listing)

g. G-factors
Ph N [T [
e " e o Raiin
Chi3 & chi4 [ I | [
Omega [ [T i T \H [T
Dihedrals [T T T T I LTI T T T TP LT T T T T T T T T T T T T T T T I T T T T T T T [T T T T TTTTTTT]
Mc oo THHHHHHHHRHAHR A A FHHHHHHH
Mainchain [T T T T T T T T TP L LT TP T T TP T P T LT T T TP T TP T T T T T T TTTTTTTTT]
Overall LTI T T T T T T T T T T T T T T LT T T T T T T T T I T T I T I T I T ITTTITTTITTTT T CIITTTITTITTIIT
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

pdb3p4s 06.ps
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Residue properties
pdb3p4s

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

=
o
o

D o
o O

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

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
e}

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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

T A R it e i e 1 A

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

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

Chi3 & chi4
Omega :j |

as - H EEsammm" H
Dihedrals [T TR TR T T e T T TRl T R T T T T R R T T T R T T T]
MC bonds [ A A A A e e e e
MC angles [
Mainchain [T T T T L L LTI
Overal [T LI T R T T T T L P L T LT T LTI
14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

pdb3p4s 06.ps



PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Page 19

Residue properties
pdb3p4s

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

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

Omega abs. mean dev.

Zeta abs. mean dev.

Residue number
b. Absolute deviation from mean of omegatorsion

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

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

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

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

i DAL SN\ NT NN EEINA A

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

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

AAABAAA ABAAAAA ‘ ‘ Al ABIAA : ‘ : ‘ ‘ ‘ A ABAAAAAAARIAA ‘ ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (seelisting)
5

* 4 1
* Kk

Fx* + *
*kk Kk K KKKk *

g. G-factors

H,,,J

L o o s

pdb3p4s 06.ps
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Page 20

Residue properties
pdb3p4s

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

214 220 225 230 235 240 5

20

10 156 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

16
12
8
4

Omega abs. mean dev.

214 220 225 230 235 240 5

10 15 20 25 30 35 40 45 50 55 60
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

=
o

Zeta abs. mean dev.
N A OO

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

N\

Key:- <™ Helix

0 ————— A~ AATEANARNRNAN ARG

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

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

CPKHVDPAAA | QQGKVESSKDFL ATLKPR

AAABAAAAABAABAAAAAAAAAAAAAAA
T T T T T T T T T T T T
TTKRKPYVRPMT STWWKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAWAGFV

f. Max. deviation (see listing)

+ + 4+
Xk Kk kkkx xk

*********

g. G-factors

Dihedrals [

MChbonds |

MCangles |

[
[
[
Mainchain  []
[
T

Overall [

I
) J5 o |
|

o HEHH
a1
o H HEHH
84
o HHEH H

pdb3p4s 06.ps




PROCHECK

Resid t -

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

o

% 80

£ 60

g w0

< 20

o

61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

Ee

E 12

8 8

o 4

S

O 61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number

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

g

E o

g 4

N

61 70 75 80 8 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

NA~AADNNNNEA - AANANAAN—~  P——ARNAY

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

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

T T T
DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW MINPNPKRSDEPVFWGL FGA

f. Max. deviation (see listing)

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

Dihedrals [

[T T T T T T T I T T T T I T T T [T T T I ]
MC bonds [T T T T T T T T T
MCangles [T T T
IEEEEEEENEEE NN NN NN
[T I T T T T LTI T T T LTI T T T T I T TP TT T I I TTTTITT I T I TITITTITTTT]

Mainchain  []

Overall [1

pdb3p4s 06.ps



PROCHECK

N A D
S 8 8 38 8
| I I S|

Chi-1 abs. mean dev.

Omega abs. mean dev.
e}

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 22

Residue properties
pdb3p4s

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

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

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

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 G\ AANANVA A VAN NANANNANA =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

BEAAAA EAA BAAAAAAAAAAAAAAA AAAAAAAAAAAAAAAAR
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

Ave
o o -
: I
5 I [ H [T -
T T A T T TR T A T T T T A T T T T T T T T T T T T T T T T [ -
B B B B A A A A A M A AN B N H AR BB NHAMBNENMNRENEnERREnEREnanaE R
T T T T T T T T T T T T T T T T T T T T T T O
L A L T T T T T T L L T T T T T T T I T T 0 O

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

pdb3p4s 06.ps




PROCHECK

Main-chain bond lengths

C-N

Freguency

(except Pro)

120 124 128 132 136 140

CA-C

Freguency

(except Gly)

140 144 148 152 156 1.60

CA-CB
(lle,Thr,val)

Freguency

142 146 150 154 158 162

N-CA

Freguency

(Gly)

Black bars> 2.0 st. devs. from mean.

133 1.37 141 145 149 153

Frequency

Frequency

Frequency

Frequency

pdb3p4s

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