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Plot statistics

Residues in most favoured regions [A,B,L]

Residues in additional allowed regions [a,b,l,p]
Residues in generously allowed regions [~a,~b,~l,~p]
Residues in disallowed regions

Number of non-glycine and non-proline residues
Number of end-residues (excl. Gly and Pro)

Number of glycine residues (shown as triangles)
Number of proline residues

Total number of residues

90

382 81.4%
80 17.1%
3 0.6%
4 0.9%

469 100.0%
6

66

19

560

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

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

1d4d
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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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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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

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

Oa. Ramachandran plot quality assessment
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Standard deviation (degrees)

2153). Peptide bond planarity - omega angle sd

%-tage of residues in most favoured regions
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d. Alpha carbon tetrahedral distortion

; 8 Measure of bad non-bonded interactions
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Plot statistics

Resolution (Angstroms)

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. %-tage residues in A, B, L 469 81.4 76.6 10.0 0.5 Inside
b. Omega angle st dev 555 3.9 6.0 3.0 -0.7  Inside
c. Bad contacts / 100 residues 58 10.4 10.5 10.0 0.0 Inside
d. Zeta angle st dev 490 3.1 3.1 1.6 0.0 Inside
e. H-bond energy st dev 338 0.9 0.9 0.2 -0.1  Inside
f. Overall G-factor 560 -0.4 -0.6 0.3 0.5 Inside
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Side-chain parameters
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50 a. Chi-1 gauche minus 50 b. Chi-1 trans
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c. Chi-1 gauche plus

Resolution (Angstroms)

d. Chi-1 pooled standard deviation
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Standard deviation (degrees)
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. Standard deviation of Chi-2 trans angle

0 15 20 25 30 35 40

Resolution (Angstroms)

Standard deviation (degrees)

1d4d

10 15 20 25 30 35 40
Resolution (Angstroms)

Plot statistics

Comparison values No. of
No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. Chi-1 gauche minus st dev 63 22.8 22.7 6.5 0.0 Inside
b. Chi-1 trans st dev 119 23 227 5.3 -0.1 Inside
c. Chi-1 gauche plus st dev 176 21.6 21.3 4.9 0.1 Inside
d. Chi-1 pooled st dev 358 222 22.0 4.8 0.0 Inside
e. Chi-2 trans st dev 101 23.8 23.1 5.0 0.1 Inside
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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: b. Absolute deviation from mean of omega torsion
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c. C-alpha chirality: abs. deviation of zeta torsion
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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

g B SR

Key:- <™ Helix |:> Beta strand = Random coil Accessibility shading: B Buried [ Accessible

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

HAAAA Aﬂ AANBAAAAA  AAAAAAAAA HAAAAAAAA ABAAAATEA AABAAAAAAAAATIA ABAAA ‘
VLADFHGEMGGCDSCHVSDKGGVTNDNLTHENGQCVSCHGDLKELAAAAP VSPHKSHL I GE 1 ACTSCHKGHEK S VAYCDACHS FGEDMP FGGKWERKF

f. Max. deviation (see listing)
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Residue properties
1d4d

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

Omega abs. mean dev.
oo
1

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

c. C-alpha chirality: abs. deviation of zeta torsion
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3
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E
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<
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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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
VPVDADKAAQDKA TAAGVKETTDVVI IGSGGAGLAAAVSARDAGAKVILLEKEP I PGGNTKLAAGGMNAAETKPQAKLG I EDKKQ IMIDDTMKGGRN IND
f. Max. deviation (see listing)
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1d4d_06.ps




PROCHECK

R . d . Page 3

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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: b. Absolute deviation from mean of omega torsion
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Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

_§ 20

- 16

2 12

£ 8

<

s 4

N

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

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

ANZVNVNESE 0 Smh B N/ A\ sl ) S

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

AA
T
PELVKVLANNS SDS I DWLT SMGADMTDVGRMGGAS VNRSHRPTGGAGVGAHVAQVLWDNAVKRGTDIRLNSRVVRILED GKVTGVLVKGEYTGYYVIK

+

f. Max. deviation (see listing)

g. G-factors
Phi-psi u ] AT T
e o e E : A-w SHEHCH
Gt A ] ] e Sttt
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MC angles [T T 100 T I o I I T T T e AT [T
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Residue properties
1d4d

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

—_
o
S
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20 A

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 omega torsion

20
16
12

Omega abs. mean dev.
oo

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

c. C-alpha chirality: abs. deviation of zeta torsion

20
16
12
8
4

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

d. Secondary structure & estimated accessibility

g /et m e

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

ADAVVIAAGGFAKNNERVSKYDPKLKGFKATNHPGATGDGLDVALQAGAATRDLQY IQAHPTYSPAGGVMI TEAVRGNGA I VVNREGNRFMNE I TTRDKA

f. Max. deviation (see listing)
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g. G-factors
ChPsiio u, H I::H .ﬁ H H L] H H
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[
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 40
<
= 204
£
405 410 415 420 425 430 435 440 445 450 455 460 465 470 480 485 490 495 500
Residue number
: b. Absolute deviation from mean of omega torsion
é 20
% 16
E 12
< 8
& 4
=
O 405 410 415 420 425 430 435 440 445 450 455 460 465 470 480 485 490 495 500
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 20
§ 16
g 12
£ 8
<
s 4
N
405 410 415 420 425 430 435 440 445 450 455 460 465 470 480 485 490 495 500
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAARANT BAAAAARAAAAABIIAAAA ANAABIAAAA  AAAAAAAAAAAAAAANAAAAAAAA A
SAATLQQKGESAYLVFDDS IRKSLKATEGYVHLNIVKEGKT IEELAKQIDVPAAELAKTVTAYNGFV ~ SGKDAQFERPDLPRELVVAPFYALEIAPAVH
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ | || ] ] :
e : . z ﬂ ol ke
Chi3 & chi4 | [ [T [T [ 1 [
Omega [ [ [ [T \H [ H [T [T
Dihedrals [T T T T TTTT T TT I T TR T T T T T I T T T T I T T T I T T A T T T TR I T T TR 1T
MC angies ool faat - et H}}H}Hﬂﬂﬂ
Mainchain - [T T TT TR TTT T IT T T T T ET T T T T T T TT T I T T PR TI T T I T T (T T T T W e T T
Overall [EEEEEEENENNENEEE SEEN NEENEEEEEEEEEEEEENEEEEEEEENSNNNEEENEENEEEEEEN [l\\H\‘\H\HHH‘ICHHHH‘HH
405 410 415 420 425 430 435 440 445 450 455 460 465 470 480 485 490 495 500

¢ = cis-peptide
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Residue properties
1d4d

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

100
80
60
20 I

504 510 515 520 525 530 535 540 545 550 555 560 565
Residue number

b. Absolute deviation from mean of omega torsion

Chi-1 abs. mean dev.
N
=)

Omega abs. mean dev.
—_—= DN
 ® 0O o O

504 510 515 520 525 530 535 540 545 550 555 560 565
Residue number

c. C-alpha chirality: abs. deviation of zeta torsion

Zeta abs. mean dev.
B oo o 8

504 510 515 520 525 530 535 540 545 550 555 560 565

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

d. Secondary structure & estimated accessibility

= m— 5\

Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ABA AABA

T T T T T T T T
HTMGGLV IDTKAEVKSEKTAKP I TGLYAAGEVTGGVHGANRLGGNATSDIVTYGR IAGASAAKFAK

f. Max. deviation (see listing)

* *

+ +
* * g + kK * * s
#***_********_#*___*_***_**___*#**__*____**»*#_******_*#******#*x
g. G-factors
Ave
P :#::H:. “H H H . @ o3t
Chil onl 2015
Chi3 & ¢hi4 [T i i 0.33
Omega [T [ [T -0.10
Dihedrals T T T T T I T S T T T T T T T T P T T T T T T [ -0.33
MC bonds 045
M angies  HER - Hoa ot TSR] W 05
Mainchain [T T T T T T T T W T T T T T T T T T T T T T T T T T ] (3 -0.73
Overall [T T T T T T T e I T T T T T Il [ -043
504 510 515 520 525 530 535 540 545 550 555 560 565
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Main-chain bond lengths

1d4d
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Main-chain bond angles
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RMS distances from planarity
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Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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Main-chain bond lengths
N 1458 CA
1.407
A Thr 176
Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
Main-chain bond angles
116.2 112.5 1217 110.5 1112 1112
ALeu 5 AAla 6 AGly 13 ACys 15- AAsp 16 AAsp 16 ACys 87 AAla 120
C 1217 CA HL5  CB (cap 1208 120.8 1112 116.2
N
A Gly 121 - A Val 122 AVal 122 AAla 144 AAla 147 AAla 147 A Ala 147 - AG1y148
N 1112 C 112.5 112.5 116.2 120.8 CA 116.2 N
CA C
A Ala 149 AGly 161 AGly 169 AAlal173 - AAla 174 AAla 174 A Ala174 - A Glu 175
C 1217 CA 1112 1217 cA CA 1162 111.2 116.2
N
A Glu 175 - A Thr 176 ALys 177  APro178- AGln 179 A Lys 181 - A Leu 182 AMet 191  AAsp193-AAsp 194
110.1 1125 111.2 1217 CA CA 1208 116.2
ALeu 222 AGly 237 AArg 242 A Gly 251 - AVa1252 AArg 267 AArg267 A Gly 268
120.8 120.8 127 CA CA 1208 116.2 110.5
AGly268 ALeu281 ALeu 281 - AGlu282 AA1a316 A Ala316 - ALys3l7 ALys317
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Main-chain bond angles (contd)
111.2 110.5 CB CA 120.8 116.2 120.6 N 112.5 C
CA
A Asn 396 A Asp 421 A Lys 426 ALys 426 A Ser427 A Ser473 - A Gly 474 A Gly 474
111.2 116.2 120.8 111.2 1217 CB 109.1 C
CA
A Glu 487 A Glu 487 - A Leu 488 A Ala 491 A H1s 503 A Ala 523 - A Lys 524 Alle 526
N 111.2 C
100.2,
CA
Alle 526

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