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Plot statistics
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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

371 80.4%
85 18.1%
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

1d4e

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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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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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

Oa. Ramachandran plot quality assessment
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2153). Peptide bond planarity - omega angle sd

%-tage of residues in most favoured regions

15 20 25 30 35 40
Resolution (Angstroms)

1.0

I
1.0

T
1.5

20 25 30 35 40
Resolution (Angstroms)

d. Alpha carbon tetrahedral distortion
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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 80.4 70.9 10.0 1.0  Inside
b. Omega angle st dev 555 4.6 6.0 3.0 -0.5 Inside
c. Bad contacts / 100 residues 87 15.5 15.8 10.0 0.0 Inside
d. Zeta angle st dev 490 3.5 3.1 1.6 0.2 Inside
e. H-bond energy st dev 336 0.9 1.0 0.2 -0.3  Inside
f. Overall G-factor 560 -0.7 -0.7 0.3 0.0 Inside
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Side-chain parameters
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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 62 19.3 25.4 6.5 -0.9 Inside
b. Chi-1 trans st dev 120 23.7 24.9 5.3 -0.2 Inside
c. Chi-1 gauche plus st dev 176 22.2 23.5 4.9 -0.3  Inside
d. Chi-1 pooled st dev 358 22.3 243 4.8 -0.4  Inside
e. Chi-2 trans st dev 98 26.1 247 5.0 0.3 Inside
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion
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<
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4 10 15 20 25 30 35 40 45 50 65 70 75 80 85 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

AN B ANAAR— o

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

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
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f. Max. deviation (see listing)
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number

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

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
oo
1
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Residue number

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

290 295 300
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S
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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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAMATAREAATFAAAAAAAAAA ABIIFAA_AA ABAANIAA B A AAAAAAAAAAAAARL ABAAARIFAAARIAA!
PELVKVLANNS SDS I DWLTSMGADMTDVGRMGGA S VNR SHRPTGGAGVGAHVAQVLWDNAVKRGTD I RLNSRVVRILED ~ GKVTGVLVKGEYTGYYVIK
f. Max. deviation (see listing)
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi

Chil-chi2
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Page 4

Residue properties
1d4e

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

80 1
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40
20 A
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Residue number

b. Absolute deviation from mean of omega torsion

20
16
12

A~ 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-alpha chirality: abs. deviation of zeta torsion

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

/e e\ m R

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

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

T T T T
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f. Max. deviation (see listing)
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g. G-factors
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
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 1
g 12 A
£ 87
<
g 47
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
lé& &=& &klj A &&&&“ .
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAARANL BAAAAARIAAAAAABIIAAAA ANAABIAAAA  ANAAAAAAAAAAAAANAAAAAAAA A
SAATLQQKGESAYLVFDDS IRKSLKATEGYVHLNIVKEGKT IEELAKQIDVPAAELAKTVTAYNGFV ~ SGKDAQFERPDLPRELVVAPFYALEIAPAVH
f. Max. deviation (see listing)
5 *
g. G-factors
Phi-psi [T ] 1] ] ] 2 RN
A PSR TR, T
Chi3 & chi4 [ | [ [T [] []] [T LT [ [T
Omega NEEET \t,j [T ﬁ [ T [T e T
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MC angles
Mainchain [T T T TR TTT T T I T T T T W BT T T T T T T T T T EE T T T T AT 1T (TR
S I S nunsEnRENaRENE SNAN RN EENNEENEENNRENSENNNEN-SsaRNAEsRRERsEnalie EENSESNARSREES N SEENSEE REES
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
1d4e

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

80
60
40
20

Chi-1 abs. mean dev.
=
E o

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

b. Absolute deviation from mean of omega torsion

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

e — NN

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

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

AAAR
T T T T 7 T 7 T T T T 7 7
HTMGGLV IDTKAEVKSEKTAKP I TGLYAAGEVTGGVHGANRLGGNATSDIVTYGR I AGASAAKFAK

f. Max. deviation (see listing)

*

+ oo+ oo+ +

4% * 4 * ok + kE * 4 R e N 4%

_***__*****_*_**___*_***_**___*__*****___**»**_******************_

g. G-factors

Ave

Phi-psi -0.65
Chil-chi2 :#::#fj u‘H H::# F: -0.94
Chi3 &'chia. [THTHH C RSt
1 chi L1 I L
Omega EEREEN i NEEN NANEEN e 031
Dihedrals [T T T T FI T BT T T T Tl B T W T T T T T LT TR T T BT LR T T IT T T T TTEl] [ -048
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Main-chain bond lengths
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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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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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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
CA 1530 CB CA 1530 CB N 1458 CA C 1329 N CA 1530 CB
1.478 1.480 1.401 1.272 1.581
A Glu 78 A His 88 A Thr 176 AAla316-ALys317 A Asp 421
Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
Main-chain bond angles
CA 1208 o CA 1162 N N 1125 ¢ N 125 C (¢ 1217 ca N 1105 CB
C C CA CA N CA
Aleu 5 ALeu 5-AAla 6 AGly 10 AGly 13 ACys 15-AAsp 16 A Asp 16
N 1105 CB 116.2 110.1 1206 CA CA 1208 1115
CA
A Leu 31 A Asp 85 A Ala 86 A Ser 89 A Phe 96 AGly 97 AAla 117 AVal 122
121.7 111.5 CB CA 120.8 110.5 111.2 116.2
A Asp 127 A Val 128 A Val 128 A Ala 144 A Ala 147 A Ala 147 A Ala 147 - AGly 148
120.8 111.2 112.5 112.5 116.4 110.4
A Ala 149 A Ala 149 A Gly 161 A Gly 169 A Gly 169 - A Gly 170 A Ala 173
116.2 120.8 116.2 1217 ¢ca CB 101 C 1217 CA
CA N
A Ala 173 A Ala 174 AA1a174 A Ala 174 - AGlu 175 A Glu 175 AThr176 ~ APro178  APro178-AGIn179
120.8 116.2 111.5 CB CB 110.1 110.1 116.2
ALys181 AlLys 181 - ALeu182 AIle184 AMet 196 ALeu222 A Asp 228 - AMet229
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Distorted geometry
1d4e
Main-chain bond angles (contd)

123.5 ]325 127.2 13] 1 1380 1395

A Gly 237 A Gly 251 - A Val 252 A Arg 267 A Gly 268 A Leu 281 ALeu 281 - A Glu 282 A Asp 283

1115 1217 112.5 116.2 1105 CcB CB 101
\<y// \<341 \QQ;? \\325'\\Q;% \\@yV
AVa1291 ALeu292 A Val 293 AGly 314  AAla3l6- ALys317 ALys 317 ATyr325
121.7 121.7 S 111.2 116.2 120.8
W W W W W W

ALys 328 - ALeu329 ATyr36O Alle 361 AIle 375 AThr 376 AAsn382 A Gly 383 AIle 385
1162 110.5 110.1 1112 1105 CB ca 120.8
\\224/ \<3;5 \\Qy¢/ \wng \\Qy¢/ \<3z7
Alle 385 - AVa1386 ALeu 418 AAsp 421 AAsp 421 AAsp 421 ALys 426

116.2 1217 N 111.5 CB C 120.6 CA N 112.5 C N 111.2 C
\<$zf \\3;4/\\Qy¢/ Nz Nz N
CA N CA CA
ALys426 A Ser 427 AGln452 Alle 453 A Tle 453 A Ser 473 - A Gly 474 A Gly 474 A Glu 480
1112 IILS  CB (cpa 110.5 111.2 110.5
\\Qgé/ \Qy// \<3ZV \\324/ \<3;f \\377
A Glu 487 A Val 489 A Ala 491 A Ala 499 A HlS 503 A H1s 503
110.1 109.1 1112 1208
\Qy&/ \wgy% \\Q?¢/ \<$;z
A Met 506 A Ile 526 A Ile 526 A Thr 527

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