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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 2721 76.1%
Residues in additional allowed regions [a,b,l,p] 788 22.0%
Residuesin generously allowed regions [~a,~b,~l,~p] 52 1.5%
Residues in disallowed regions 15 0.4%
Number of non-glycine and non-proline residues 3576 1000%
Number of end-residues (excl. Gly and Pro) 40
Number of glycine residues (shown as triangles) 262
Number of proline residues 196
Total number of residues 4074

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.
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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
pdb3hik
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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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Bad contacts per 100 residues %-tage of residues in most favoured regions

Standard deviation (kcal/mol)

Main-chain parameters
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OOa Ramachandran plot quality assessment
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a %-tageresiduesin A, B, L 3576 76.1 54.1 10.0 2.2 BETTER
b. Omega angle st dev 4043 11 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 315 7.7 321 10.0 -24 BETTER
d. Zetaangle st dev 3795 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 2632 0.9 12 0.2 -1.3  BETTER
f. Overall G-factor 4074 0.1 -1.0 0.3 3.8 BETTER
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Side-chain parameters
pdb3hlk

a. Chi-1 gauche minus b. Chi-1 trans
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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. Chi-1 gauche minus st dev 476 15.6 31.6 6.5 -25 BETTER
b. Chi-1 trans st dev 1067 14.1 29.9 53 -3.0 BETTER
¢. Chi-1 gauche plus st dev 1643 15.0 28.7 4.9 -28 BETTER
d. Chi-1 pooled st dev 3186 14.9 29.5 4.8 -3.0 BETTER
e. Chi-2 trans st dev 1040 14.8 28.4 5.0 -27 BETTER
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

2 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
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Chi-1 abs. mean dev.
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Residue number

b. Absolute deviation from mean of omegatorsion

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

102

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

102

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed

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

L SKDMPKVVEL LADVVQNCALEESQI| EKERGV | LQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTEN I KHLTRADLASY | DTHFKAPRMVLAAAG

f. Max. deviation (see listing)
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Residue properties
pdb3hlk

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

Chi-1 abs. mean dev.

202
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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.
P N w s~ O

202

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.

202

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

) Betastrand ——= Randomcoil Accessibility shading: ® Buried [] Accessible
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f. Max. deviation (see listing)
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g. G-factors

pdb3hlk 06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

302

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

Zeta abs. mean dev.
N A OO

302

Chi3 & chi4
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Dihedrals
MC bonds
MC angles
Mainchain

Overall

Residue properties e
pdb3hlk

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

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

302

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

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (seelisting) .
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
402 410 415 420 425 430 435 440 14 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
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Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
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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
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

% 100
% 80 -
g 60
8 401
< 20
o
61 70 75 8 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 61 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

61 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (seelisting) .
A -
+ * ++++ * + + L **
+ K+ 4 4 * 4+ T * + R L EFFDH R + + 4+ + o+ * +  *
‘

pdb3hlk 06.ps




PROCHECK
Page 8

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

% 100
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< 20
o
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Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
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S
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

261 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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GAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSGL FGFY T | SQAAHAGEV | RAAMNQLKAAAQGGV TEEDVTKA

f. Max. deviation (see listing)

g. G-factors
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MCangles [T e P P P A P P
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Resid t o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4 -
8 21
® 11
S
© 3; 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (seeljsting)
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pdb3hlk 06.ps
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Page 10

Residue properties
pdb3hlk

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

% 100
% 80 -
g 60
8 401
- 204
o
12 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110
Residue number
- b. Absolute deviation from mean of omegatorsion
g
§ 4
€ 3
g 2
o 1
S
o 12 20 25 30 35 40 45 50 5 60 65 70 75 8 8 90 95 100 105 110

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

20 25 30 35 40 45 50 5 60 65 70 75 80 85 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

Key:- <™ Helix

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

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

AAABAAAAAAAAA AAAAAAAA AAR AAARE
T T T T T T T T T T T T T T T T T T T T
LKMINNSL | DLPAPSN| SAWMNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYK

f. Max. deviation (seelisting) .
* + 5
e TR T S S R L L S Tt COUNE SN PO S AL L SO T <L NP IE S5 P ICOUETEF 3¢ JUE ORI
g. G-factors
Phi O ] T I T ]| | o T
Cifhe TEETHTL AT W .
Chi3 & chi4 I ] I
Omega [T [ [T
Dihedrals [T I T T T I T T T I T T T T T T T T I T T e I T I I T T T T T T T I T I T I T T I
MCbonds [T T T T T I T T T T T T T T T T T T T T T T T T T
MCangles [T T e e
Mainchain [T T T T T I T LTI LI I I T LT T L L L T L L L L L L L LT T L L L L LT L L I T L L T L L L L T LT L L L T T L LT T T LTI
Overal [T T T T T CEE e LT LTI T LR LTI LI I LTI T
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

pdb3hlk 06.ps
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Page 11

Residue properties
pdb3hlk

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

Zeta abs. mean dev.
N

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

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

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

AA AA
T T T T T T T T T
ETWNTGV I LLLTLMATAFVGYVL PWGOQMSFWGATV | TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAITAGI TI IHLTFLHESGSNNPLG

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega

Dihedrals [T
MChbhonds [T]
MCangles [
Mainchain [T

Overall [1

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

80
60
40
20

Chi-1 abs. mean dev.

212

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omegatorsion

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

212

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

212

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

Key:- <™ Hélix
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed

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

| SSDSDK | PFHPYYSFKD I LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAASVLILFLIPFLHKS

f. Max. deviation (seelisting) . .
5 * *4 4

e

C = cis-peptide

pdb3hlk 06.ps
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R . d t Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
312 320 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4 -
8 21
® 11
S
© 3D 320 325 330 335 340 345 350 355 360 365 370 375 380 5 10 15 20
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
312 320 325 330 335 340 345 350 355 360 365 370 375 380 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

I a
NN AN NNNTSIRR - =

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

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

KQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPL SAL

f. Max. deviation (see listing)

+ +H+++ + + Fipop K 4k Fpgpk o pp 4 Kpkk 4 4ok g o4 4 ++ + +
K kKKK KA KA K Kk KKAKKKKAFAK K K KAKK KAKAKKKK KAKAKKK KK AKAKKK KA K kK K kk kK Kk k%

Phi-psi _ mEE T T H

Chi3 & chi4
Omega
Dihedrals ]

[TTTTTTITTT
MChbonds  [TTTTTTTIT]
MCangles [T T[T
[TTTTTTTTT
[TTTTTTITT

Mainchain  []

Overall {1

I
I
\
I
I
312 320 3
C = cis-peptide

N
(&)
[0 o
48]
o
w H HFEH E
woH HEHE H
o1
5
®
ol
w o HFEH E

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

80
60
40
20

Chi-1 abs. mean dev.

22 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

22 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.
N A OO

22 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

\

\

\

\

‘ T T T T T T T T T T T
22 30 35 40 45 50 55 60 65 70 75 80 8

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

d. Secondary structure & estimated accessibility

NN AN e N

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

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

DHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARH

f. Max. deviation (see listing)
.

g. G-factors

]
(o3 i f |

C = cis-peptide

pdb3hlk 06.ps
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Page 15

Residue properties
pdb3hlk

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

& 100
g 80 -
g 60
8 401
< 201
o
122 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
g 2
o 1
£
© 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
G 4 -
RS
S
122 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAFIAAAA
GGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQA | GMAPPIYNEI LEYDDGTPATMSQI AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYY
f, Max. deviation (see listing) .
8 5
B Bt M L et tarenn Bt et e
g. G-factors
Phi-psi . (T T T T T T T 1 T [ 1 [T 1T
%Ei%émczM #ﬁifﬁ» HE!H: [T Lﬁiifﬁ:i
om
Dihzﬁals HHHHHHHHHHHHHH\HHHHH\H\HHHHHHHHHHHHHHHHHHHHHH\HHH\HHH
MCbonds T T T T 1
MCangles [T T e P P T P
Mainchain (T T T T T I T T T T I T T T OTTLTT T TP T TP T T TP T TP T T TTTTTITT I ITTTT
overall [T LI T T I T LT T L e T L L T T L T T T LI LI LT LTI L]
122 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdb3hlk 06.ps




PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
S
O 222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that

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

SN )— E Ay

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

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

MKRHKWSV LK SRKMAYRPPK VHNDVTVPDFSAYRREDVMDATTSSQT SSEDRKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLA

f. Max. deviation (see listing)

+ + +++ 4 + +* 4 ++
*p KK gk + + + F44++ + o4+ 4 KRR KRRk gk pRkk g KRk pkpk g 4 Kk g4 4 *
g. G-factors
(F;*p]ii- -Scihi 2 iIIZ:I:ZI o] | HEE S H uﬂ
Chilonl
Chi3& chi4 [] [ [
mega [ [ [T
Dihedrals  [TTTITTIIITTITTTTTTTT] T T T A T T T T T T T T T T T T T T T T T T T T
MChbonds [T TTTTT I ] T T T T T T T T T T A
MCangles [T e e e e e T e T e e T e T P T T T
Mainchain  [TTTTTTTIITITTTIT1TT1] 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 ITT T
Overall [ITTITTTITITTITITITTIT] EEEESENEEESEEEEEEENEENEEEEEEE NSNS EE NN NN NN NN NN NN
222 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

80
60
40
20

Chi-1 abs. mean dev.

71 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number
b. Absolute deviation from mean of omegatorsion

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

71 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

71 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

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

B s e

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

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

AAAAAAAAIIAAA AAAAIAAT AAABIARIA AN V\/J‘ ANEENANNE HAAAAAA AARIEIA AL 1 AT FEATAR EAN :
LSKIEIKLSD| PEGKNVAFKWRGKPL FVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPEW | LVGVCTHLGCVP | ANSGDFGGYYCPCHGSHYDASGR

f. Max. deviation (see listing)

* 44 * 4 + * 4+ o+ 4 * % * 4 * 4 * * * * * I
* Kk * % * * * Kk Kk * ok x * Kk *kk ok * Kk * % * * * * * *k Kk kKK

g. G-factors

-::I::II::I:I:E-IZ-Z-IE-I]:H:IZ,I]:_Z,DZ-I,I |

pdb3hlk 06.ps
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
171 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
S
O 171 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
171 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that

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

e -- TN\, —\, NN ABNANA NS

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

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

N A(%TMKTMANTANT WTAAAA BEAAAAAAARIAAAAA _AAAA AAAAAAAABINAAAANAAAAAABAAAAAAANAAAAANAAAANAN AT
| RKGPAPYNLEVPTYQFVGDDLVVVG GRLMDR | RKWYYNAAGFNKYGLMRDDTLY EDDDVKEALKRL PEDLYNERMFR I KRALDL SLKHR

f. Max. deviation (see listing)

g. G-factors
Phi RSN [T T e W M | EEEREEE B
St fui = HE e aihes
Chi3 & chi4 [ [ [ [ [ [
Omega [ [ [ [ [ [T
Dihedrals [T T T T [T T T T TTIITITI11] T T A T T T T T T T T I T T T T T T T T I T T T T T T T
MChbonds [T T I T T T A A T T T T T T A
MCangles [T e e e e e e e e e T e T T e e P T T T T T
Mainchain  [TTTTTTTIITTTTITIIIIITTITIT11] 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 TTTTTTT
Overall T LT T O T L T T T T I L L T LT T T I ]

171 180 185 190 195 15 20 25 30 35 40 45 50 55 60 65 70

pdb3hlk 06.ps
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Residue properties
pdb3hlk

Page 19

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

74 80 8 90 95 100 105 110

10 15 20 25 30 35 40 45 50

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

74 80 8 90 95 100 105 110

10 15 20 25 30 35 40 45 50

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

74 80 8 90 95 100 105 110

Residue number

10 15 20 25 30 35 40 45 50

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

d. Secondary structure & estimated accessibility

EAVAUANAN G

C———T ——ANANARNARNARNNR¢

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

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

| LPKEQWWKYEEDKPYLEPYLKEV | RERLEREAWNKK

f. Max. deviation (see listing)

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

[TTTTTTITTTTI
MChbonds  [TTTT T ITTTI]
MCangles [T
[TTTTTTTTTTTT
[TTTTTTTTTTITT

Mainchain  []

Overall I

IHFGNLARVRHI | TYSLSPFEQRA I PN FSDAL PNVWRRFSSQV FKVAPPFLG

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

pdb3hlk 06.ps
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Page 20

Residue properties
pdb3hlk

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

& 100
% 80 -
g 60
8 401
< 201
o
55 60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
- b. Absolute deviation from mean of omegatorsion
g
5 4
E 3
8 2
o 1
£
© 55 60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
§8
e 6
g 4
22
S
55 60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SN H ——ANAVAG=AVAVAVAA = AVAVAUAN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAN,
AYLLY‘SNGTQI‘EFERLI‘(RKNPADYENI‘DQ EEELVDPLTT I REHCEQTEKCVKARERL ELCDARVSSRSHTEEQCTEEL FDFLHARDHCVAHK
f. Max. deviation (seelisting) .
+ * 5
Pl L s S oo, el M et s
g. G-factors
Phi-psi . | (T T T T T T T T T T e BT [TTTTT
i x Eaiaatizatt
Chi3 & chi4 I [T [ [
mega [ [T [ [T
Dihedrals T T T T T IIT T TTTTTTIITTIITT1] T T T T T T T T A T T T T T T T T T I T T T T T T I T T T
MCbonds [T T T T T T T T T
MCangles [T T A e e e e T e e T e e e T T T T T T
Mainchain  [TTTTTTTIITTTITIIIIITTITTIT11] 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
Overal [T I LI O I T L T T L T LI I T LT T [T
55 60 65 70 75 80 15 20 25 30 35 40 45 50 55 60 65 70

pdb3hlk 06.ps




PROCHECK

R . d t Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
63 T T
73 35 40 55 60 65 70 75 10 15 20 25
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
S
O 73 35 40 5 60 65 70 75 10 15 20 25
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
73 35 40 55 60 65 70 75 10 15 20 25
Residue number Highlighted residues are those that

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

N7y I o ) J ENAN=—= NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AAATEAAAA AABAAARNARERABAAAAAAARIA
T ; T T T T T T T T
L FNKLK UUUUUUUUUUUUUUU  RPLLCRESMSGRSARRDLVAGI SLNAPASVR ALLRQAYSALFRRTSTFALTVVLGAV
nnnnnnnnnnnnnnn
kkkkkkkkkkkkkkk
f. Max. deviation (seeligiing)
* 9109
+ + *x + + 4+ * kg
*xoop ok 7355+ X4 kg ¥ + KRR L4 4 + Kb E R xp
***********************************************
SRR Rk Rk Rk ke ok FLLELR L e
g. G-factors
Phi-psi T T T T e W11
Chil-chi2
Chilonl
Chi3 & chi4 I [
mega [ [
Dihedrls  [TTTTT] [T O T T T A T T T T T EE T T I T
MC bonds T A I T A T T 1A T AT
MC angles O e e e e e e O A e A e e
Mainchain  [TTTTT] T O T I T T T T T I [EEEEEEEEREEEE NN NN RN EREEE
Overdl [ITTTT] CCITTTTTITTTITTIT T T T T T T T T T TT T IT I T T IT T T T T I T
73 35 40 5 60 65 70 75 10 15 20 25

pdb3hlk 06.ps
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4_
8 2
® 11
S
o 30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
30 35 40 45 50 55 60 3 10 15 20 25 30 35 40 45 50 55
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

N et i Y

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

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

L FERAFDQGADA | FEHLNEGKLWKH | KHKY EASEE TYAQTLQNI PETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRY ENEKNNGAGY

f. Max. deviation (see listing)

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

[ -:HEH:-]: [ lﬁ M HJ lgil:,,,

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

& 100
% 80
g 60
g w0
< 20
o
58 656 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
5 s b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
£
O 58 656 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

58 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155

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

d. Secondary structure & estimated accessibility

N — NS s — AN INNANGENNNN

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

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

AAA
FVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY | KAL SKDMPKVVELLADVVQNCALEESQI EKERGV | LQELKEMDNDMTNVTFDYLHATA

f. Max. deviation (see listing)
4

+ + +

* e I R T

R T I T
.

4
6

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

[0¢]
o O 0EE o

\
\
\
\
\
\
\
5
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Residue properties
pdb3hlk

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

Chi-1 abs. mean dev.

80
60
40 -
20

158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

Residue number
b. Absolute deviation from mean of omegatorsion

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

158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

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

d. Secondary structure & estimated accessibility

S A VN v AN S e —

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

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

FQGTALARTVEGTTENIKHLTRADLASY I DTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPI| L PRCRFTGSE | RARDDAL PVAHVALAV

f. Max. deviation (see listing)

g. G-factors

Phi-psi . mC [ R 1] T T
S aREEE, Bas-maaisme
Chi3 & chi4 [ 11T [] [
Omega [T [T [ [
Dihedrals [T T T T T I T T T I LTI T T T LTI T T T T T T T T T T T T T T T T T TP T T I T T T T T T I T
MCbonds (T T T T T
MCangles [T e e e e P P T T
Mainchain [T T T T T I T T T T T T LTI T T LT TP T T TP T T TP T TP TP T TP T T I T T
Overall T I T T T T T T T T T T T T T T LTI T T T T T T T I T T AT T T T T T T T T T I T T T T I T ITITTTIITITIT]

158 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

258 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

258 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

258 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

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

d. Secondary structure & estimated accessibility

=S NN\ =l A AN\

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

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

EGPGWADPDNVVLHVANA | | GRYDRT FGGGKHL SSRLAALAVEHKLCHSFQTFNTSY SDTGL FGFHFVADPL S| DDMMFCAQGEWMRL CTSTTESEVKRA

f. Max. deviation (seelisting) .
+6
IR I R A R T R R LA Lt Pmeaopessia r
g. G-factors
Phi EEEEEENE I T [N | T EEE
Aty 8 ks ol o
Chi3 & chi4 [ ] [ ] [ [ ]
Omega [T [ [T [
Dihedrals [T T I T T I T T I T I T T T T T T T I T T I T T T T T T T T T T T I T T I T I T I
MCbonds [T 1T T T T T T T T T T T T T T T T T T T
MCangles [T T T e e e R
Mainchain [T T T T T[T T I I I I I T T T LT L L LT T L L L L L L L T LT T L LT T L L T L T L T L L T T L T L L LT T LT LT L LT LI I LTI
Overall \\H\\H\H\\‘H\H\H\\H\H‘\\H\HH\‘\\H\H\\H\H\‘\H\HHH\H\HHH\HHH\H‘HHHHH‘HHHH
258 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355

pdb3hlk 06.ps
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Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o
358 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 358 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
<
Q2
S
358 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 440 18
Residue number Highlighted residues are those that

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

AN AN T —— Oy

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

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

A AAA
KNHLRSAMVAQLDGTTPVCET | GSHLLNYGRR| SLEEWDSR | SAVDARMVRDVCSKY | YDKCPALAAVGP I EQLLDYNR I RSGMYWI CPG

f. Max. deviation (see listing)

+ ++ + * * o4

+ + 4+ 4+ 4+ Kokkk kg fp ok kkk pky ko4 *ppkp ok Kok oky ok
**************************************************************

*
* %

Chi3 & chi4
Omega
Dihedrals [T

[1T
MChbonds  [TTT[]
MCangles [TTTT7
[1T
[1T

Mainchain [T

Overall [1

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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.
N

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.
N

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

L i — A e A

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

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

ARIA
AEDLEI TKLPNGL | IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRI TRGI EAVGGSL SVY STREKMTYCVECLRDHVDTVM

f. Max. deviation (see listing)

+ 4+ * o4 ++ +* 4+ + * kg +
Xk K kkKE K Kk kK K Kk Kk KAKK *k * % *
.

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

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

12

1

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

12

1

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

EYLLNVTTAPEFRPWEVTDLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGK | TSEQLHHFVONNFTSARMALVGI GVKHSDLKQVA

f. Max. deviation (seelisting)
4

+ o+ o+ * 4 +
kKK kK4 KK Kk kg ok
KKK A KKK KKK A KA KKK

. %
P
*+
*+
*+
*
* *
*+

Chi3 & chi4

Omega

Dihedrals

MC bonds

MC angles

Mainchain

Overall

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
P N w 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

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

B s T e N m—

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

equence & Ramachandran regions & Most favoured = Allowed [ Generous l Disallowed

IIIAIIII B AAAAAAAARL  AAARIAM Al AA
EQFLNI RSGAGT SSAKATYWGGE | REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL | KRGSSVTSKLYQGVAKATTQPFDASAFNVNY SDSG

f. Max. deviation (see listing)

* gk gk k4

+
*kk kKK * *

er

*

sy

* %

g. G-factors

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

& 100
% 80
£ 60
g w0
< 20
o
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
g
5 4
E 3
g 2
o 1
£
© 3 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
% 8
e 6
g 4
22
S
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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LFGFYT | SQAAHAGEYV | RAAMNQLKAAAQGGVTEEDV TKAKNQLKATYLMSVETAQGLLNE | GSEALL SGTHTAPSVVAQK | DSVTSADVVNAAKKFV SG
f. Max. deviation (see listing) -
++ +45
s ahomamiet s e AR e L hieien s Fen ot
g. G-factors
Phi-psi . [T [ I T T T T T [T T T
iy ETEE A : uel]
i3 & chi4 [ I T [ [
Omega [ [ [T [ [T
Dihedrals [T T T T I T T T T LTI T T T LT 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 1
MCbonds (T T T T 1
MCangles [T T e P P P P P
Mainchain (T T T T I I T T T TP T T T T T TP T TP T T TP T TP TP T T T T I T IT T IITTT
overdll [T IO T T T LT T T T T T L L T T T L T L T T T T LI T I T LTI
321 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420

pdb3hlk 06.ps
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R . d t Page 31
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80
£ 60
g w0
< 20
o
421 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 421 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
421 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that

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

i R =\ NN AN

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

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

AAAATAR WA WAAAAAR AAA,
KKSMAASGDLGSTPFLDEL APNIRKSHPLLKMINNSL I DLPAPSN| SAWMWMNFGSLLAVCLMTQI LTGLLLAMHYTADTSLAFSSVAHTCR

f. Max. deviation (see listing)

+ + + + + + +
e S SN N S U 8 AL L LR
g. G-factors
(F;ip“ %2 EEEEC [l I::I]Z_i:l L#I::] M EECES H:,,
Chilonl N
Chi3 & chi4 I I [
Omega [T [T [
Dihedrals  [TTT I T TITTITTTITT1] R T T T T T T T T T T T T T T T T T I T T T T I T T T T
MChbonds [T TT T ] A T T T T T T
MCangles [T e e e e e e e e e T e e e e T T T T T T T
Mainchain  [TTTTTTTIITITTTTT111] 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
Overall O I T T LI O T T L T T T T T T T T L T
421 430 435 2 10 15 20 25 30 35 40 45 50 55 60 65 70

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

% 100
% 80
g 60
8 401
< 20
o
73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
- b. Absolute deviation from mean of omegatorsion
g
§ 4
€ 3
g 2
o 1
S
o 73 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

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

d. Secondary structure & estimated accessibility

VAVA VA VA VA VA VA VARt s VAN ANV A VA VA VA Pepcd WA VA B0\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

‘ AAAAAAAA : ‘ A AAN ABARBAAAAA A i A_AAAAN i /\/‘\/\/\/\/\/‘\/\/\/\/\/‘\l/\ i i AAAR
NVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYVL PNMGOMSFWGATV | TNLFSA I PY | GHTLVEWAWGGFSVD

f. Max. deviation (see listing)

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

Phi-psi ]

chifehiz rm | IA T H>,J IA H:I
Chilonl

Chi3 & chi4 I
Omega [

Dihedrals [T

[TTT
MChbonds  [TTTTT]
MCangles  [TTTTTT
[TTT
[TTT

Mainchain [T

Overall [1

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

173 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

173 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

173 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270

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

d. Secondary structure & estimated accessibility

AN T —— s AAANANAZY B —

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

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

AA|
NPTLTRFFALHFLLPFAIAGITI IHLTFLHESGSNNPLGI| SSDSDK | PFHPYY SFKDI LGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPE

f. Max. deviation (see listing)

: -
+ * ++ + + 5++ +: *+*44 : + ++
bl 38 52 SURTUR SRR S ¢ S S U i i SO+ SRS S £ Tk S S v SR S S 0
g. G-factors
C
Phi RN ] IDENEE HEE EEEN | TERT Il [
. ST e hathodudiecet s
Chi3 & chi4 [T [ T [
Omega [T [ [T [
Dihedrals [T [T T T LT T T T T LTI LT T T T LT LT T T T T T L T T T LT LTI P T T TP I T LT T T LT I T T
MCbonds [T T T T I T T T T T T T T T T T T T T T T T T T T
MCangles [T T e e P T P P T
Mainchain [T T T T T T TP T T T T T LT T T T T T T L T LT T T T T T LT LTI
Overall \\\\\\\\‘\\\\\\\\\M\\\\\J\\\\J\ \\\\\\\M\\\\\J\\\\J\\ﬂ\‘\\\\M\\\\\\\\\\J\\\\J\\\ \\\\\M\\\\\\\\\\J\\\\J\\
173 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270

C = cis-peptide

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

% 100
% 80 -
g 60
8 401
< 20
o
273 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
g 2
o 1
S
o

273 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

273 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370

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 Generous ll Disallowed

WYFLFAYAILRSI PNKLGGVLALAASVLILFL | PFLHKSKQRTMTFRPLSQTLFWLLVANLL I LTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGT

f. Max. deviation (see listing)

+ + + x4
* * * T * * * %

g. G-factors
Phi [T o _HN EEE | -Z:C]
e e : "
Chi3 & chi4 I I [ [
Omega [T [T [T [
Dihedrals [T TT T T T I T T T I T LT T T O T P T T T T T T TP T TP T T T T T T T T T T T I T T I
MCbonds T T T T 1
MCangles [T e 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 \‘\H\\H‘\HH‘H\H‘HHHHH‘\\H\H\H‘HHHHH‘HH\‘HH\‘H\H\HH‘\\\HHC\H‘HHHHH‘H\HHH\‘H\
273 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370
C = cis-peptide

pdb3hlk 06.ps
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Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
g 80
£ 60
g w0
< 20
o
373 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
. b. Absolute deviation from mean of omegatorsion
©
4
g 2
o 1
S
O 373 380 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N
373 380 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that

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

T
D 0 AN e - DG ——C

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

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

L ENKMLNY GELELHPPAFPWSHGGPL SALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL | GVTHTEAEAKALAEEVEVQDGPDENGEL FM

f. Max. deviation (see listing)

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

Chi3 & chi4 ]
Omega [
Dihedrls  [TTTTTTH

T T T T A T T I T T T TP T T T T T T LTI [TTTTTT
MC bonds T T T P T TP PP PP P T T TP PP Tl [T
MCanQ"S% L T e T T T A P T T T T T P P A T T T T T T T IEREEEN
[EEEENEEEEEEEEEE NN NN NN NN RN [TTTTTTT
[EEEENEEEENEEEEE NN NN NN NN RN [TTTTTTT

Mainchain - [TTTTTTT]

I

I

|
Overdl  [IITTIIT] L
373 380 5

C = cis-peptide

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

83 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

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

d. Secondary structure & estimated accessibility

B ONE L OF N\ o W %

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

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

: : ‘ : ‘ ‘ ‘ ‘ AAAARIBAANL A4 : A AAAIAAAA HT/\ NW/W/W AANAAAAR
RPGK | SDY FPKPY PNPEAARAANNGAL PPDL SY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPY FPGQA | GMAPP I YNE I LEYDDGTPATMSQI

(F;ip]ii- -Scihi 2 NN BE T T . H:,,#J II:?:!H::]
Chil onl L1 [

Chi3 & chi4
Omega
Dihedrals

MC bonds
MC angles
Mainchain

Overall

pdb3hlk 06.ps
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R . d t Page 37

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 20
o

183 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

Residue number

. b. Absolute deviation from mean of omegatorsion
©

4
£ 2
o 1
S
O 183 190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

183

190 195 200 205 210 215 220 225 230 235 240 5 10 15 20 25 30

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

d. Secondary structure & estimated accessibility

AN — NN NN N N e LA

Key:- <™ Helix

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAA.AAI.AAAAA AAAAAAAAAAAAAAAAAAAAAAAAAARAAARIRINA

AKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK

f. Max. deviation (seelisting)
5

+ L+

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

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

Ay

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

VHNDVTVPDFSAYRREDVMDATTSSQTSSED

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

MChbonds []

Mainchain  []

Overall {1

[TTTTTTTTTITTT
[TTTTITTITTTTT
MCangles [T
[TTTTTTTTTTTTIT
[TTTTTITTTITTITT

pdb3hlk 06.ps
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Residue properties
pdb3hlk

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

& 100
% 80 -
g 60
8 401
< 20
o
32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
5 s b. Absolute deviation from mean of omegatorsion
©
4
8 2
o 1
£
O 32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

32 40 45 50 55 60 65 70 75 80 85 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

IAARARARANRNA— R = ——— - =

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

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

RKGFSYLVTATACVATAYAAKNVVTQF | SSLSASADVLAL SKI EIKLSDI PEGKNVAFKWRGKPLFVRHRTQAE | NQEAEVDV SKLRDPQHDLDRVKKPE

f. Max. deviation (see listing)

g. G-factors
Phi-psi [ [ [l T [ HEE | T T T [
ar. PO i : R
Chi3 & chi4 I [T I [ |
mega [ [ [ [ [
Dihedrals [T T TT T I T T T T T T T T O T T LT LT T T T I T T TP I T T T T T T T T T T T T T I T T T T T T T
MCbonds T T T T 1
MCangles [T P P P T
Mainchain (T T T T T T T LTI T T O T T LT T T T T TP PP T T TP T T T T T T
Overall OO T T T T T T T T T T I T T T T T L T T T T T

32 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

pdb3hlk 06.ps
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Residue properties

pdb3hlk

Page 39

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

132 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

132 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

15 20 25 30

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

132 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

d. Secondary structure & estimated accessibility

T — o

15 20 25 30

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

S — AR SRS

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

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

WV I LVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGR | RKGPAPYNLEVPTYQFVGDDLVVVG

f. Max. deviation (see listing)

g. G-factors
Phi ] HE- AR HENN I [l
A P e e oo
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Dihedrals [T TT T T T TR T T T T I T T T I T T R T T T e T T T T T I T T TTT]
VeSS AT T
Mainchain [T T T T T I T T I I LI I T LI LT L L L LT LT LT LT I L LTI I T]
Overall \‘\HHH\‘HHH\HHHH‘\\HHHH‘\\\H‘\H\HHH‘\HH‘H\H‘HH\‘H

132 140 145 150 155 160 165 170 175 180 185 190 195

ABAAAAAATAAAAA
T T T T
GRLMDR | RKWYYNAAGFNKYGLMRD

******************
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Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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% 80
g 60
8 401
< 20
o
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10 15
Residue number
- b. Absolute deviation from mean of omegatorsion
g
g 4
£ 3
g 2
o 1
£
© 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
LR
S
35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
/NN EEN/N NN AR WUONVARA—  T———
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
DTLYEDDDVKEALKRLPEDLYNERMFRIKRALDL SLKHRILPKEQWKYEEDKPYLEPYLKEV | RERLEREAWNKK IHFGNLARVRHI I T
f. Max. deviation (see listing)
g. G-factors
Phi-psi . RN W7 o 1
o i ol SR EELEELE il
mega H H HH H M
Dihedrals [T T T T I T T T T T I T T T T LT T T T T T T T T T T T T T T T LI 0T] [T T T T
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Overall [T I LT LT L T T L L T TR T LTI LTI LTI TT] (T T
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Chi-1 abs. mean dev.

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

Zeta abs. mean dev.
N A OO

Omega
Dihedrals

MC bonds
MC angles

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

16 25 30 3 40 45 50 55 60 65 70 75 80 20 25 30 35
Residue number
b. Absolute deviation from mean of omegatorsion
16 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
16 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
B NN NN NN N NN e U =\ AVAGAUAA
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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f. Max. deviation (seelisting) .
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g. G-factors

[NEECEEECEY | W] T [UEENE EEE ]
i i
I T T T T T T T I T T T T I T T T T I T I I A [T I I I I I T
[T T T T T T T T P T P T P P T T P P T T P T IT) [T T T T 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 e e e e T T e e e e
[T I I I T T I T I T T T T T T T I T T I I I [(TTITTTT I I
I EEEEEENENN I EEEERENNNNN SR ENI NN EEN SN NN ERE NN EEN (OO T
16 25 30 35 40 45 50 55 60 65 70 75 80 20 25 30 35

pdb3hlk 06.ps




PROCHECK

Resid t .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
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% 80 -
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Residue number
. b. Absolute deviation from mean of omegatorsion
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Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
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S m
37 45 50 55 60 65 70 75 35 40 5 60 65 70 75
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
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Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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5'100
% 80 -
g 60
8 401
< 20
o
4 10 15 20 25 30 35 40 45 50 55 60
Residue number
. b. Absolute deviation from mean of omegatorsion
g 4
E 3
8 2
o 1
£
© 4 10 15 20 25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

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

WEARNIS=—NNANANAANANA

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

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

ALLRQAYSALFRRTSTFALTVVLGAVLFERAFDQGADA | FEHLNEGKLWKH | KHKYEASE

f. Max. deviation (see listing)
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+ B + +4++++ + ++
********************************************
g. G-factors
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MC bonds [T T T T T T 0.61
MC angles \\H\\H\H\\H\H\H\\H\H\\H\HHHHHHHHHHHHHHE0-41
Mainchain [T T I T T T T I T T T LT LT T T T T T LTI [0 049
Overdl [T T I T T T T T T T T T T T T T T IT T T T TTITITIT T ITT] O 043
4 10 15 20 25 30 35 40 45 50 55 60
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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.

Black bars> 2.0 st. devs. from mean.
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Main-chain bond angl o
CA-C-N CA-C-N CA-C-N
(except Gly,Pro) (Gly) (Pro)
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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.
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Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
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Black bars> 2.0 st. devs. from mean.

4 or ) signifies data points off the graph in the direction shown.

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RM S distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Distorted geometry
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Main-chain bond lengths

CA 1540 CB CA 1540 CB N 1451 CA
1.486 1472 1.501
Clle335 P Thr 194 QGly 1

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

Main-chain bond angles

N 112 ¢ N 112 ¢ N 112 ¢ N 112 ¢ N 112 ¢ N 112 ¢
CA CA CA CA CA CA
A Thr 347 A Leu432 DAsp 44 Glle 26 N Thr 347 N Leu 432

N 112 ¢

121.7

CA
QAsp 44

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

Planar groups
CB CB CB B CB CB
0.030 0.038 0.035 0.047 0.072 0.076
A Tyr 223 B Tyr 122 B Tyr 368 CPhe 34 CTyr 56 CTyr 76
= cB cB cB 3 cB
0.030 0.032 0.032 0.066 0.037 0.058
CTrp 142 C Tyr 225 D Tyr 33 D Tyr 134 D Trp 192 D Tyr 220
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Planar groups (contd)
cB cB cB cB cB B
0.073 0.031 0.032 0.033 0.037 0.030
F Tyr 20 G Phe 30 G Tyr 59 G Trp 61 N Trp 40 N Trp 395
CB ce CB €3 CB CB
0.038 0.037 0.042 0.048 0.045 0.056
O Tyr 122 O Phe 307 O Tyr 368 P Phe 34 PTyr 56 PTyr 76
8 cB ce 3 cB cB
0.032 0.031 0.038 0.033 0.040 0.034
P His 98 P Tyr 110 P Phe 141 PTrp 142 QTyr 33 Q Tyr 90
cB cB cB &b
0.049 0.039 0.049 0.032
QTyr134 Q Tyr 220 STyr 20 T Phe 30

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