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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1760 87.6%
Residues in additional allowed regions [a,b,l,p] 234 11.6%
Residuesin generously allowed regions [~a,~b,~l,~p] 12 0.6%
Residues in disallowed regions 4 0.2%
Number of non-glycine and non-proline residues 2010 1000%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 192
Number of proline residues 86
Total number of residues 2300

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Ala(176) Arg (124) Asn (74)
180 DR | 5 E
" o hl " | e 8T
90 1 m 9213 90 1 = 90 (]
)
K ﬁzlgazs m - Qj . D
0 By 0- 0
% - “E
-90- -90 -90 1
B 153
]
-180 E 0 %0 180 -180 -90 0 90 180 -180 = -0 0 90 180
Phi Phi Phi
A (13f) . Cys (46) G Gln (66)
mo oL ® 0
i i -
904 W u 90 = 90 c1o @ |
=
s 0 = : .
s T ® I
]
-90- B ﬁoz -90+ -90+
B
-1%’3 -0 0 %0 180 -180 -90 0 90 180 -180 -0 0 90 180
Phi Phi Phi
. Glu (152) Gly (192) His (62)
By ] O
28 =T 5T
%04 904 B 627 904 g
[ | B L
ﬁ ] =
. m O
£ 0 0 - % - 0
. %_‘ m a %
-90- m Eg? -90- -90-
]
m B ] =
g % s
-180 ) 0 90 180 -180 ) 0 90 180 -15’3 -0 0 90 180
Phi Phi Phi

pdb2bs4 02.ps



PROCHECK

Page 2

Ramachandran plots for all residue types

pdb2bs4

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
pdb2bs4
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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 (136)

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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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
pdb2bs4

Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 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 2010 87.6 717 10.0 1.6 BETTER
b. Omegaangle st dev 2288 12 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 26 11 15.1 10.0 -14 BETTER
d. Zetaangle st dev 2102 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 1534 0.8 1.0 0.2 -1.0 BETTER
f. Overall G-factor 2300 0.3 -0.7 0.3 34 BETTER

pdb2bs4 04.ps




PROCHECK
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Side-chain parameters
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c. Chi-1 gauche plus
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b. Chi-1 trans
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d. Chi-1 pooled standard deviation
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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 272 138 25.1 6.5 -1.7 BETTER
b. Chi-1 trans st dev 616 14.3 24.6 53 -20 BETTER
¢. Chi-1 gauche plus st dev 946 12.6 232 4.9 -2.2 BETTER
d. Chi-1 pooled st dev 1834 134 24.0 4.8 -2.2 BETTER
e. Chi-2 trans st dev 616 125 24.5 5.0 -24 BETTER
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Residue properties
pdb2bs4

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

% 100
% 80
£ 60
g w0
< 20
o
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N
1

5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

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

d. Secondary structure & estimated accessibility

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

AAAAAAAAATL ADAAAAAAAAATAAAAAATL  AAIEIA AAR AAAAAAAABIAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST I VLSL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | REL

f. Max. deviation (see listing)

+ + + L R * 4 * *o4 Kok kg4
* Kk k kEkx Kk x * kK xk kk kK k% * ok kkE ® ko kKK kK

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T I T T T I T I IO
MC bonds [T T T T T T T T
MCangles [T T T T
[T T T I T T T I T I T ITT
[T I T T T T I T LTI T T I T I T ITTT

Mainchain  []

Overall I
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Residue properties
odb2bsA

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

R e Y e e SAAAVAY ol e’

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

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

BEAAAAAA AL : ‘ ‘ AAAAAARL /WVW ‘ ‘ A AAAABAAABAAAAA 4 AAAAAAR
AAWGVPWTR I HKGDRMA | | NAQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA I AL | HQDGKCYGAVVRDLV

f. Max. deviation (see listing)

+k kg ok + kx + + + + + + + + + + +
Kk kK KK K Kkk kEk* ok * % * % % % k% Xk x Kk KKk * ok kk kkk *

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[TTTTIITTITTTIT LT
MChbonds [T TT T ITTTTTI1]
MCangles [T
[TTTTTTTTITTTIT T
[TTTTTITITTITITIIT

Mainchain  []

Overall I
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Residue properties
odb2bsA

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

=
o
o

Chi-1 abs. mean dev.

80
60
40 -
20

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

i e A M. A 7 0

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

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

: A AAANA B IAAAAAABIAAANIA 4 ‘ FAAA MAABAAAAARIAAAAA AARIA A AAABIAA A : ‘ :
TGDI |AYVAKGTL IATGGYGRI YKNTTNAVVCEGTGTA | ALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELAS

f. Max. deviation (see listing)

g. G-factors
M WA I::C o 17
il
" il
O e T T T e T T T T T T e T T T T T T T T T
T T A A A T
e e O
T T T T g T T
HHHHH‘\HH‘\H\H\\HJH\\H\HHH\‘H\H\\H\H\\\‘\\H\‘\HC\\‘HHHHH‘\\HMHHH\H‘HHHHH‘\
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
C = cis-peptide
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Residue properties e
pdb2bs4

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

b. Absolute deviation from mean of omegatorsion

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

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

NN N N = = ==

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

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

: ‘ : ‘ ARBAAAAAAA AAANBRABIAAAAAAAAAAA AAAABAAAAARIAAABIABIA  AAAIAA  ABAAA A AAABARINA
RDVVSRRMI EH | RKGKGVQSPYGQHLWLD I S| LGRKH I ETNLRDVQE | CEY FAG| DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMH

f. Max. deviation (see listing)

; :

: TERAER : Sy T e T :, +s
g. G-factors

] T T ]| T T ]
! i
[T I I I I I T I I I T I T T T I I T T I T I T I T I T T I T T T T T I T T T T T I T I T T T I T I T T T )
A A A A A A
[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 T T T T T T T I T T T T T T T T T T T T
NI EEEEENNNNN NN ENNNN NN ENIN NN ENE NN NN NN NN N NN EEE NN N EEN SN NN ENEAN NN RN
305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
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Residue properties e
pdb2bs4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500

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

ABAA AAAAAAAAAAAAAAAAAAT
T T T T T T T T T T T T T T T T T T T
GFNRLGGNSVSEAVVAGMI VGEY FAEHCANTQVDLETKTL EKFVKGQEAYMKSLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EEL YKK

f. Max. deviation (see listing)

+4* +
Kk ok gk + * + o+ o+ * o + +  x * k4 4k P
* % K kK Kk kK kk kX * Kk Kk k% >k ok kkx ® * Kk Kk K Kk kK * % Ak k kx k%

g. G-factors

Chi3 & chi4
Omega
Dihedrals

[
MChbonds []
MCangles []

[T
[

Mainchain

Overall
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Residue properties
odb2bsA

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600

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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

d. Secondary structure & estimated accessibility

R NN e B e o

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

AABIA AAAAIAAIAAAAAAAAAAAAAAAAAAAAAA AAARIEIAA AAAAAABAAAAAAARBRIAAAAABAAAAAAAAAAAAAAAAAAAAAAAA AN A TIA
SKNVGI KNKRLHANPEL EEAYRVPMMLKVAL CVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAK

f. Max. deviation (see listing)

g. G-factors
H>, [ [l [ I H Il
H H
T T T T T T T T T T T T T T e T T T T T T T T T T P T T T T T T T I T I T T T T T T T T ITTTTIT]
I T T A T T T A A T T T T T T T A O
T e e e e e e e e e e e e e e e e e e e e e e e e e T T T T e P 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 T T T T T T T T T T T T
OO T L T T T L T T L I T T T T L T T T T T T T T T
505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 6
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Residue properties

ndb2bs4

Page 7

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

80
60
40 -
20

Chi-1 abs. mean dev.

605 610 615 620 625 630 635 640 645 650 655
Residue number

5 10 15 20 25 30

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
P N W b~ O

605 610 615 620 625 630 635 640 645 650 655
Residue number

5 10 15 20 25 30

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

MC bonds
MC angles

Mainchain

Overall

S | E!i! M e H,,I,l,,ﬂ H:

605 610 615 620 625 630 635 640 645 650 655
Residue number

d. Secondary structure & estimated accessibility
=L ANAAAN

5 10 15 20 25 30

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

e

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

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

BARAAAAAAAAAAAAABINAAAAAABL AAAAAAAAAABIANAABIAAABIABIAAAAA A

GNY | ENPL SVKRQEE | DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERL GDK

f. Max. deviation (see listing)

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

MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSM
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Residue properties
pdb2bs4

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

80
60
40
20

Chi-1 abs. mean dev.

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue number
b. Absolute deviation from mean of omegatorsion

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

c. C-aphachirality: abs. deviation of zetatorsion

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility

N e = gmm = A

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

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

TIFIVLNMIRETYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLLPL PAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLE

f. Max. deviation (see listing)
5

*
*
+
+
+
*
*+
bt
*
*
T
Fp—_—
+
*4

pdb2bs4 _06.ps




PROCHECK
Page 9

Residue properties
pdb2bs4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

P N W b~ O

Omega abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAAAAAAAAAAAAAAATIA._ BIAA AAAABAAAAABAABABIAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
ERI EPEVAQEVFELDRCI ECGCCIAACGTK IMREDFVGAAGLNRVVRFM I DPHDERTDEDYYEL | GDDDGVFGCMTLLACHDVCPKNL PLQSK I AYLRRK

f. Max. deviation (seelisting)
8

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

Chi3 & chi4
Omega
Dihedrals [T

[TTTTT
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
[TTTTT
[TTTTT

Mainchain [T

Overall [1

I [TTTT]
I EEEEN
\ EEEEN
I [TTTT]
I [T,
135 140 145 150 1

pdb2bs4 _06.ps



PROCHECK

Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
235 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4_
8 21
® 11
S
O o35 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
235 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85
Residue number Highlighted residues are those that

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

R U T

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

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

AAAABAABAAAAAAAAAAAAA AABAAAAAAA  AAAAAAAAAANTRARIFAR
T T T T T T T T T T T T T T T T T
MV SVN MTNESI| LESY SGVTPERKK SRMPAKLDWWQSATGL FLGL FMI GHMFFV ST | LLGDNVMLW TKKFELDF | FEGGKP I VVSFLAAF

f. Max. deviation (see listing)

+
+ + *oox * 4 + x4 x4 + 4+ o+ o+ 4+ R r g ++ + + * o4 +
Xk k kk kkk k% K kx KAkkkkX * * Kk Kk K K KKK Kk KAKE K KAk k* Kk Kk k% xkx % x

o

g. G-factors

Sl HHHH H u H “em e #,,

Dihedrals  [TT11[]

[EEEEEEEEEEEEENEEEE]

MC bonds [EEEEEEEEEEEE R NEEE]
MC angles T [T [T
[EEEEEEEEEEEEEENEEE]

[EEEENEEEENEEEENEEE]

Mainchain  [TTT11]

[

[

|
Overall EEEEN L
235 5

pdb2bs4 _06.ps



PROCHEC

K
Page 11

Residue properties
pdb2bs4

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

& 100
% 80
£ 60
g w0
< 20
o
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 7
€ 3
8 21
® 11
£
© 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
LY
S
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAANAAAAANAABMAAAAAAAAAAANAAAATIA . ANAAAAAAAAA  AAAATIA AAAAAAAAATIAATIA ATAAAAAABAAAAAAAAAAAAAAANAA AN
VFAVF I AHAFLAMRKFP I NYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLLFAV | LHGSV
f. Max. deviation (see listing)
g. G-factors
Phi-psi [l [ W H [NEEE
G [ i i :
Chi3 & chi4 [ T I [
Omega [ [ [ [
Dihedrals  [(TT T T T T I IT T T T T T T T T O T T LT T T T T T T T T T TP T TP T T T TP T T T T I T
ek RAMEREEEEEE IESENENSESESENSNSESEESNSESSNSNSESSNSRSRSSNSRSESSNSRSESENERNSSENSRSRSENEREESEREREEEN
Mainchain (T T T T T I T T T T T T T T T T TP T T TP T T TP T PP TP T T T T I T
overall [T LT T LI T T T T T L L T T L T T T T T T T LI T I T LI T T]
86 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185

pdb2bs4 _06.ps




PROCHECK

R . d t Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 20
o
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
£
O 186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g ]
g 4
N
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility

MNNZZEIANNANANAANN ==

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ABA AABAAAAABAAAAAATIRIEA
éLYRLAVmMéNFDGéTPDK+RANLkKLKTLMSAFLIVLGLLTFGAYVKKéLEQTbPNID%KYFD+KRTHH MKVQ+CDSLQIGGGLAGLRA
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T T
Chil-chi2
3 & dia ﬁ
mega [
Dihedrals  [(TT T T T T T I T T T T T T T LT TP T T T T TIT T T T TP T T I  TTITTI ITTT [EENENENEEEEEN NN
MCaae  HHHHHHH AR A A A A A HHHEHH A
Mainchain [T T T T T T T T T T L L LT T T T T T T T T T T T T T [EENENENEEEEEN NN
Overall O T T T T T L T T L I T T LT T T T ) OO T LI
186 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15 20

pdb2bs4 _06.ps




PROCHECK

Page 13

Residue properties
pdb2bs4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

21

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omegatorsion

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

21

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

21

30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

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

d. Secondary structure & estimated accessibility

DAY i i 1 1l A AVAAAVA.

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

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

AAAAAARL AL ‘ ‘ ‘ CAATEA ‘ : ‘ A AAN AAAAAAAAAAAAAAAAAAAAAA BIIAAAAAA AL :
AVATQQKGL ST I VLSL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | RELAAWGY PWTRIHKGDRMA | IN

f. Max. deviation (see listing)

+ Y4 ¥ +4*
*  xkk ok * kK x

g. G-factors

Chi3 & chi4

Omega

Dihedrals

MChbonds []

MCangles []

Mainchain  []

Overall

pdb2bs4 _06.ps




PROCHECK

Page 14

Residue properties
pdb2bs4

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

% 100
% 80 -
g 60
8 401
< 20
o
121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

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

d. Secondary structure & estimated accessibility

e St SR o et

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

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

‘ ‘ AAAAAARL /\/‘\/\/\J_I/\/‘\N_H/\JTI/\ ‘ : A AAMAABAAAABIAAAAA 4 AAAAAAIA ‘ A AAAA W
AQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA | AL | HODGKCYGAVVRDLVTGD | | AYVAKGTL | ATGGYG

f. Max. deviation (see listing)

g. G-factors
Phi-psi Il |
Chil-chi2  []
i, T ; :
Omega [T [T [
Dihedrals T LTI T T T T LT T T T T T T LT T T LI T 1]
MC bonds T I
MC angles I A T
Mainchain [T T T T T LT LT T T L LT T T LTI LTI 1]
Overall LT T T T T e T T L L T I T T I T L I T T LI T LI T T T]
121 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdb2bs4 _06.ps




PROCHECK

Page 15

Residue properties
pdb2bs4

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

% 100
% 80
£ 60
g w0
< 20
o
221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

221 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320

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

d. Secondary structure & estimated accessibility

v N\ e\ B R N\

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

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

FAAAAAAIAAANIA A ‘ FAAA BAANAAAAAIAAAAA AARIIA A AAABIAA £ ‘ ‘ : ‘ : : :
RIYKNTTNAVVCEGTGTA|ALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELASRDVV SRRM | EH | RKGKGVQS

f. Max. deviation (see listing)

+ * * + * * 4 * * * * x * k4 * % + o+ + +
* * kK k * Kk ok * * * % * kkkk Kk kKK KKk KRk K K kkkkkkk Kkk Kk Kk * * ok x *kk Kk

g. G-factors

Chi3 & chi4 J
Omega
Dihedrals [

[T T T T T T T T T T
MC bonds [T T T T T T T T T
MCangles [T T T T
[T T T I T T ITTTT
[T T T I T T T T T T I ITT

Mainchain  []

Overall {1

C = cis-peptide

pdb2bs4 _06.ps




PROCHECK

Page 16

Residue properties
pdb2bs4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

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

d. Secondary structure & estimated accessibility

B N N ==\

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

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

A ABIIAAAAAAA A ‘ ‘ ‘ AAAARAAAAARAANBAIIA  AAAIAA  ABIAAA A AAABARINA ABAA : ‘ :
PYGQHLWLD I S| LGRKHI ETNLRDVQE | CEY FAG| DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMHGFNRLGGNSV SEAVVAGM I V

f. Max. deviation (seelisting)
+5 +

x4 * ++*
* % * * * %k

+ +*4 + o+ + ++ + + + + +
g. G-factors
Phi [NEN H M o M [EEEEE NN
S e e
Chi3 & chi4 11T [ 17
Omega [T [T
Dihedrals  [(TT T T T T T IO IO T T T T T T T LT T T T TP T T T T T T T T TP T T T I LT T T I
et e P
Mainchain (T T T T T I T T T T T T O T LT T TP T T TP T TP T T T T T LTI T T T T
Overall EEEEEEEEESEE S NSNS NSNS NSNS NN NN NN NSNS NN NN N
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

pdb2bs4 _06.ps




PROCHECK

=
o
o

Page 17

Residue properties
pdb2bs4

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

Chi-1 abs. mean dev.

80
60
40 -
20

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

Residue number
b. Absolute deviation from mean of omegatorsion

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

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

421 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515 520

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

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

AAAAAAAAAANAAAAAAAAT AAAAAAAAAAAAAAAAAATIA
T T T T T T T T T T T T T T T T T T T
GEYFAEHCANTQVDLETKTLEKFVKGQEAYMKSLVESKGTEDVFK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EEL YKKSKNVG I KNKRLHANPEL EEA

f. Max. deviation (see listing)

+ * * * +
* + + o+ oo + + *okg +* o+ + * *+
P N £ P T * * kx ok krxx * kk Kk EE kKA K K *  kx ¥

g. G-factors

pdb2bs4 _06.ps




PROCHECK

Page 18

Residue properties
pdb2bs4

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

% 100
% 80 -
g 60
8 401
< 20
o
521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

521 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615 620

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

d. Secondary structure & estimated accessibility

NN —— e &m0 et VN

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

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

AAARIEAA AAAAAABIAAAAAAARTIRAAAAABAAAAAAAAAAAAAAAAAAAAAAAA HA HAFEAAAAAAAAAAAAATIAA
T T T T T T T T T T T T T T T T T T T T
YRVPMMLKVALCVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAKGNY | ENPLSVKRQEEIDKI1Q

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]

[T T T T T T T T T T T T I T I LT
MC bonds [T T T T T T T
MCangles [T T
[T T T I T T T T I T I LT
[T I T T T I T T I T LTI I T I T T T IT

Mainchain  []

Overall {1

pdb2bs4 _06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
S
o 621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
621 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

e p—— /NN

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

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

AAAAAAAARIIAAAAAAAAAAAAAAAAAAABMAAAAANAAAAANTIIRIIAAAAA
SELEAAGKDRHA | QEALMPY EL PAKYKARNERL GDK MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMT | FIVLNMI RETYDPDLNFD

f. Max. deviation (see listing)

. " L ox % N okr o x P %9 4
i o R Kk kkk Kk ok e T

g. G-factors

pdb2bs4 _06.ps




PROCHECK

Page 20

Residue properties
pdb2bs4

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

55 60 65

70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omegatorsion

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

55 60 65

70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

55 60 65

70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

e = AV

Key:
e. Sequence

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

& Ramachandran regions 4 Most favoured = Allowed [ Generous ll Disallowed

FVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLL PLPAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLEER| EPEVAQEVFELDRCI EC

f. Max. deviation (see listing)

* %k k k

T

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

pdb2bs4 _06.ps




PROCHECK

R . d t Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80 -
g 60
8 401
< 20
o
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5
Residue number Highlighted residues are those that

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

EVY SV SIS £

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

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

EAA AAABAAAAABAABATIAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T
GCCIAACGTK IMREDFVGAAGLNRVVRFM| DPHDERTDEDYYEL | GDDDGV FGCMTLLACHDVCPKNL PLQSK I AYLRRKMV SVN MTNES

f. Max. deviatign (seelisting)

srotn e Ay i : tt 1 :
g. G-factors
Phi N T T T
Chil-chi2
S e eeedaddadinseeeeed
Omega [1 [1 [ [
Dihedrals [T T I T T T T I I T I T T T T I T T I T T T T T T T T T I T T T T T T T T T I T T [TTTT]
e see A HHH
Mainchain [T T T T T[T T I I T I IO LI LT LI L L LT LI LT LT LT LT L L LT L L L T T L L LT L L L LT LT LTI T [TTTT]
Overall \‘\\H‘H\HHH\‘H\HHH\‘H\H‘HH\‘\HHHH\‘\H\H\\H‘\H\\H\H‘HHHHH‘HH\‘H\H m
155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 5

pdb2bs4 _06.ps



PROCHECK

. . Page 22
Residue properties
pdb2bs4

- 100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
= 80+
§ 60
8 401
< 20
© 6 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

6 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

6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 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

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

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

| LESY SGVTPERKK SRMPAKLDWAMQSATGL FLGL FMI GHMFFV ST | LLGDNVMLW TKKFELDF | FEGGKP I VVSFLAAFVFAVF I AHAFLAMRKFP I NY

f. Max. deviation (see listing)

g. G-factors
Phi-psi H T [ [N
Chil-chi2 [ 11
i . : sty
mega [ [ [ [T
Dihedrals [T T T T T IT T T T T T T IO T T LT T T T TP T T T T T T T TP T T T I T TP T T T T T T T T I
VeSO A A A AT
Mainchain (T T T T T I T T T T T O LT T T T TP T T TP PP T TP T T T T T T T T T T
Overall OO T T T L T T L T T T L T T T T T T T T T T T e 1)
6 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

pdb2bs4 _06.ps




PROCHECK

=
o
o

Page 23

Residue properties
pdb2bs4

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

80
60
40
20

Chi-1 abs. mean dev.

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

106 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

AAAAAAAAAAAAATA ‘ ‘ AAAAIA AAAAAAAAARAAIA ABAAAAAABAAAAAAAAAAAAAAAAAA_ AA ‘ CANA_ABAAAA
RQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLLFAV | LHGSVGLYRLAVKWGWFDGET PDKT

f. Max. deviation (see listing)

g. G-factors

o o H [ T
! : H H
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 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 A A T T T T T T T A A
e e e e e e e e e e e e e e e e e e e e e e e e e A e P T T T e 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 T T T T T T T T T T T T T T T I T I T T T T T T
EEEEEEEEEEEENESEEEEE SN NSNS NSNS NN NN NN NN NI NN NN NN N
06 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
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Residue properties
pdb2bs4

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

206 215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

206 215 220 225 230 235 240 245 250 255
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

206 215 220 225 230 235 240 245 250 255

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

d. Secondary structure & estimated accessibility

WADNDNANANAN,

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

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

AABAAAAABAAAAAATIRIEA
T T T T T T T T T T
RANLKKLKTLMSAFL IVLGLLTFGAYVKKGLEQTDPN I DYKYFDYKRTHH

f. Max. deviation (see listing)

+ +++ + + o+ + o+ 4+ +
* Fkk K KKk KK KKK AKE Kk kK K% * ok kK

g. G-factors

Dihedrals ]

[T T T T T I T IT TTITTITITITTITTIT
MCbonds (T T TP TP TT 0.65
MCangles [T T T T \HH 045
[T T T T T T T LT
[T T T T T I TP I IT I T IT

Mainchain  []

Overall {1
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Main-chain bond lengths

C-N
(except Pro)
o)
&
>
g
LL
150 104 198 132 136 140
CA-C
(except Gly)
>
&
>
g
LL
140 144 148 152 156 150
CA-CB
(lle,Thr,val)
>
&
>
g
LL
142 146 150 1.; 158 1.62
N-CA
(Gly)
o)
&
>
g
LL
153 157 141 145 149 153

Black bars> 2.0 st. devs. from mean.

Frequency

Frequency

Frequency

Frequency

odb2bs4

(Pro)

122 126 130 1.34 138 142

CA-C

(Gly)

139 143 147 151 155 159

CA-CB
(therest)

141 145 149 153 157 161

N-CA
(Pro)

134 138 142 146 150 154

Frequency

Frequency

Frequency

Page 1

C-O

11 115 119 123 127 131

CA-CB
(Alg)

=

140 144 1.48 ﬂlz 156 160

N-CA
(except Gly,Pro)

133 137 141 145 149 153

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
(except Pro)

Freguency

108 113

18 123 128 133

C-N-CA

Freguency

(Gly)

105 110

115 120 125 130

CA-C-O

Freguency

(Gly)

105 110

Black bars> 2.0 st. devs. from mean.

115 i‘% 55 1%

Frequency

Frequency

Frequency

Frequency

odb2bs4

CA-C-N
(Gly)

101 106 111 ‘lféi 121 126

O-C-N
(Pro)

107 1l2 117 122 127 132

C-N-CA
(Pro)

107 112 1117 122 1217 132

CB-CA-C
(Al3)

95 100 105 1*0‘ 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 11i61 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

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

CB-CA-C
(therest)

Freguency

Freguency

Freguency

88

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.

T
93

98 103 108 113

Frequency

Frequency

Frequency

odb2bs4

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

100 105 110 115 120

N-CA-CB
(therest)

100 105 110 115 120

Frequency

Frequency

|

|

|

|

|

|

|

|

|

|

|

|

|

|

|

|

|

|
-

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121
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ASN ASP

ARG

RM S distances from planarity
pdb2bs4

Aouanbai4

30

|

0.04

0.03

000 001 002

HIS

GLU

GLN

§ 8 8 8

Aouanbai4

0
0
30

|}
000 001 002 003

|

b,

0.04

000 001 002

0.04

0.03

0.00 0.01 0.02

TYR

TRP

PHE

S

o

[a0]

wwwwwwwwwwwwwwwwwwwwwwwwwww O
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S

o

-

S

o

t t t t m

o o (=}
§ 8 8 &
Aouanbai4

S

o

™

wwwwwwwwwwwwwwwwwwwwwwwwwww 0

o

(oY)

S

o

-

S

o

o

t t t t <

IS o Q Q ©
SN (o)} O ™
fouenbai4

<

S

o

™
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o

[aN)

S

o

-

S

o

(@]

T T T T O

IS =) Q Q ©
S (o] © o™
Aouanbai4

Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Distorted geometry
pdb2bs4

Main-chain bond lengths

C 1329 N C 1329 N C 1329 N C 1329 N
1.256 1.251 1.256 1.251

A Asp655- A Lys656 C His254 - CHis255 D Asp655- D Lys 656 F His254 - F His 255

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

Main-chain bond angles

N m2 ¢ N 112 ¢ N 112 ¢ N 18 ¢ N 112 ¢ N U2 ¢

W 1212 W W W 1212

CA CA CA CA CA CA
A Ala121 A Thr 259 A Trp 397 C Pro 102 D Alal121 D Thr 259

N 111.2 C N 111.8 C

CA CA
D Trp 397 F Pro 102

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

Planar groups
cB cB B cB cB cB
0.046 0.035 0.045 0.035 0.032 0.032
ATyr 5 A Tyr 370 A Trp 397 A Tyr 580 B Tyr 196 CTrp126
cB cB 3 cB cB E
0.046 0.035 0.045 0.035 0.032 0.032
DTyr 5 D Tyr 370 D Trp 397 D Tyr 580 E Tyr 196 F Trp 126

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