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Plot statistics
Residues in most favoured regions [A,B,L] 2912 83.6%
Residues in additional allowed regions [a,b,l,p] 567 16.3%
Residues in generously allowed regions [~a,~b,~l,~p] 3 0.1%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 3482  100.0%
Number of end-residues (excl. Gly and Pro) 39
Number of glycine residues (shown as triangles) 261
Number of proline residues 195
Total number of residues 3977

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
1bgy

Val (268)
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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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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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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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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 3482 83.6 665  10.0 1.7 BETTER
b. Omega angle st dev 3950 49 6.0 3.0 -04 Inside
c. Bad contacts/ 100 residues 516 13.0 20.0 10.0 -0.7 Inside
d. Zetaangle st dev 3715 29 31 16 -0.1 Inside
e. H-bond energy st dev 2579 0.9 1.0 0.2 -0.7 Inside
f. Overall G-factor 3977 -04 -0.8 0.3 14 BETTER
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Side-chain parameters
1bgy

50 a. Chi-1 gauche minus b. Chi-1 trans
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Resolution (Angstroms)
Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 372 29.0 27.3 6.5 0.3 Inside
b. Chi-1 trans st dev 1203 238 26.4 53 -0.5 Inside
c. Chi-1 gauche plus st dev 1568 22.4 25.0 4.9 -05 Inside
d. Chi-1 pooled st dev 3143 238 25.8 4.8 -04 Inside
e. Chi-2 trans st dev 972 24.0 25.8 5.0 -04 Inside
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Residue properties
1bgy

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 24
E 15
£
g 12
N
5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

d. Secondary structure & estimated accessibility

AT o »_ s e -\ — SN\ e

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

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

AAA
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEVESMGAHLNAY STREHTAYY | K

f. Max. deviation (see listing)
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g. G-factors

chi4
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Residue properties
1bgy

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

80
60
40 -
20

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

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

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18
12

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 [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

AA,
AL SKDLPKAVELLADIVQNCSLEDSQI EKERDV | LQELQENDTSMRDVVFNY LHATAFQGTPLAQSVEGPSENVRKL SRADLTEYL SRHYKAPRMVLAAA
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g. G-factors
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C = cis-peptide
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Residue properties
1bgy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.
(o)

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

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

N\ N\ R Y

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

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

AAAAAAAAARINEINAN BA ANAAANRRANANANAA EANANAR ‘ H_AABAAAAAAAAAAAAA HABAAAAABIAAAA
GGL EHRQL LDLAQKHFSGL SGTYDEDAV PTL SPCRFTGSQI CHREDGL PLAHVA | AVEGPGNAH PDNVALQVANAI | GHYDCTYGGGAHL SSPLASI AAT

f. Max. deviation (see listing)

*********************************************************************************
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o
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Overall [l
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Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.
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Overall [T T T T T I T T e T T T T e T T T T A T T e T T T T
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Residue properties
1bgy

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

80
60
40 -
20

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

. b. Absolute deviation from mean of omegatorsion

24
18
12

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

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12

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

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

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

[TA Al
NKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED I GRSLLTYGRRI PLAEWESRI A

f. Max. deviation (see listing)

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

80
60
40 -
20

Chi-1 abs. mean dev.

30

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number
b. Absolute deviation from mean of omegatorsion

24
18+
12

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445

25 30 35 40 45 50 55 60

Residue number

c. C-aphachirality: abs. dev

iation of zetatorsion

30
24
18
12

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

405 410 415 420 425 430 435 440 445

Residue number

d. Secondary structure & estimated accessibility

AN R

Key:- <™ Helix [—) Betastrand == Random coil

25 30 35 40 45 50 55 60

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

B

Accessibility shading: ® Buried [ Accessible

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

EVDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNR I RSGVIFWLRF

f. Max. deviation (seelist

+
*

ing)

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

g. G-factors
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[T T T T T T e T T T T T T T T

I T | o | o 19

BN RERRERENSR-RARESSEEE- " CEES-HSRSERERSE-ERE
405 410 415 420 425 430 435 440 445

C = cis-peptide

PQDLEFTRLPNGLV IASLENYAPASRIGLFIKAGSRYENSNNLG

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

71
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[T, T o, T TR TR T T T BT I
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Residue properties
1bgy

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

& 100
% 80
£ 60
8 401
< 201
6
65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
o b. Absolute deviation from mean of omegatorsion
8
5 24
£ 18
8 12
o 6
£
O g 70 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
3
% 24
£ 18
g 12
2
S
65 70 75 80 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
f. Max. deviation (seelisting) .
+ * + + + + 4 + +
s vy, et T nd et et B e e B
g. G-factors
Ph [] [T [ [T
e e L
Gmega ™ It H Wt i 8 - SCR mAN
Dihedrals [T T T T T T T I T T T T T I T T T T T T T T I T T T T T T T T T P e T T T T T T T TP T T T T T I T T
e R A A MANCCRNRBSEEE Cf BT ECAEE" EERTS AMEMSNERRANEAEGREERCH ACEEEE
Mainchain  ETTTT T T T W TT T T T T T T T T T T T T T T [T LT W T T T P LT LTI T T T T TP P P T T T T T T T T T T T T T T
Overall [T T T T T T T T W T T T T T T T T T T T T T T I T T T T T T T I T T T T T T T I T
65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
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Residue properties
1bgy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number

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

24
18+
12

6_

Zeta abs. mean dev.

165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

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

d. Secondary structure & estimated accessibility

S VN UG S e e m—

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

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

AA AAA
AAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGV SHPVLKQVAEQFLN I RGGLGL SGAKAKYHGGE | REQNGDSLVHAALVAESAA |

f. Max. deviation (see listing)

+
* ok k * ok + kR ok 4k g
Khkkkkkk Khkkkk kkkkk Kk Kk ok Kk

g. G-factors

3t T =
Omega CREdER" -i

|

|
Dihedrals I IO T T TT T T TTITT 1T
MC bonds }
I

I

MC angles
Mainchain [T T TT W T T W T T TTTTTT

[
N
[
[

Overdl  [TTTTRITE T EECT IR [T,

I ERREN
I EEEEN
\ EENEN
I [TTTT]
I ENEEN
165 170 175 180 185 190 195 200 2
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Residue properties
1bgy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

6

Omega abs. mean dev.

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360

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

d. Secondary structure & estimated accessibility

DN Sl AN s s = NN RANA

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

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

0 BAAAE AAAABIAAAAAAAA ARRIABIAAAAABIAAAAAR AAAFEEAAAA EEAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
GSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFY T | SQAASAGDV | KAAYNQVKT | AQGNL SNPDVQAAKNKL

f. Max. deviation (see listing)
* * o+ o+ *4++ 4+ + * + ++ ++ + + + +* * 4 ++

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

g. G-factors
Phi-psi [ H T T T T e T
i . P e e P
Omega H H [ [0 [ Hj]i\\ [N [N [N
Dihedrals  [(TTT T T T I T T IT W T T T T T T T T T T T T I T T T T T T T T T T T T T T T T T T T I T T T T LTI T
MG Spies RS NENRNNNSNNENSNSNRNNNENENRNAE JSSEC EH DREA CEASNEE"BNNNNNENENENNNNSNENSNENSES-SERSNENREE
Mainchain [T TT T T I I T T T T T LI T T O T T LT T T T T T T T T T T T T T T T T T T T T T TP T T T T I T T T]
Overall T T T I T T T T T T T T T e T T T Tl e T T T T R L T T T T T T 1]
265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360
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Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
£ 60
8 401
< 20
o
365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
S 24
g 12
8
% 6
N
365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
S A VSN SS Y] o
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ AAAARE AAAANBAAAAAAAAAAAABAAAAAAAAAR AIAAAA TNl ABINAAA
KAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADV | NAAKKFV SGRKSMAASGNLGHTPF I DEL MTNI RKSHPLMK I VN
f. Max. deviation (seelisting)
4 + +
Ittt P b Ty oed T et 2 sy e
g. G-factors
Phi-psi . [ I T T T T T 1] 1] [ [T11]
e, MR
Omega H-H o I "8 CHEEEE T H
Dihedrals  [(TTT T T T T T T T T T T T T T I T T T I T T T T T T T I T T T T LTI T T T T I LTI 1
MG Spies A RNRNRNRNRNNENENRERSIRSRENRERSREEE" NANRNSNNSNERENA-RRNRERCHENRD HHEH e
Mainchain [T T T T T T T T T T IO T TTTTP T CTTTT TT T  TTTITTTTTTITTITTIITIT T
Overall T T T T T T T T R T T T T T T T T T T T T T T T T T I T T T
365 370 375 380 385 390 395 400 405 410 415 420 425 430 435 5 10 15
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Residue properties
1bgy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18
12

Zeta abs. mean dev.

16 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

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

d. Secondary structure & estimated accessibility

RONNINNINNNIN\ -\

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

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

AAAAAFAABAAAABIAAAAAAAABAAARL. AAAAAAATIA AAABAAAAAA
T T T T T T T T T T T T T T T T T T T T
NAF IDLPAPSN| SSMWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGRGLYYGSYTFLETWN |

f. Max. deviation (seelisting)
4

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

Phi-psi . 1
Chil-chi2 1]
Chilonly | |
Chi3 & chi4 H:7 I

Omega EEC RN
Dihedrals I TTT T T BERITTT

|
|
I
MC bonds [
MC angles 1ot et ol
I
I

AN BN R NN SNANNNNR- WWSNN- B~ 5N UN

Mainchain [T IS I T T [ | NN EENENEENEENEEEENSCEEEENEN SECC NEECEE]

I
I
l

Overdl [T TEECETRECEITTLT I

70 75 80 8 90 95 100 105 110 115

I
\
I [
[ NRERH
16 25 30 35 40 4

1lbgy 06.ps



PROCHECK
Page 11

Residue properties
1bgy

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

% 100
% 80 -
£ 60
8 401
< 20
o
116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
g 2
£ 18
8 12
o 6
£
O 116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
|_\
N

116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

NN =

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAR BAAAA AAAAAAAAAAAAATL BAAAAAAA  ABRIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAATL AAAA ABIAAA

T T T T T T T T T T T T T
GVILLLTVMATAFMGYVL PWGQMSPWGATV I TNLLSA | PY | GTNLVEWIWGGFSVDKATLTRFFAFHFI LPFI IMATAMVHLLFLHETGSNNPTGI SSDV

f. Max. deviation (see listing)

g. G-factors
Phi-psi . 1 [ [T
i ciifdas iy prifiedeittien
Omega [ ﬁj [ D EETTT [N H [ [ ]
Dihedrals [T T TT T T I TT T T T AT T T T LTI T T T T I B T T T T T T T T T T T T T T TP T T T T I
ke a H: EMERCETEECEETE EEECCEE-SEEES"EESSEE"EEEEE ECST EESE EESEEEE. EESCHER" -8 5c EEEE
el NSNS NN N NSNS EE NSNS NN EEEEEES EEENSEEEN SENNEEEEES EENNEEEE BENEECEEEE
Overall G O T T T T T T T T T T T T O T T T T I T T T T e T T T T (T T T T [T T T
116 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

1lbgy 06.ps



PROCHECK
Page 12

Residue properties
1bgy

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

& 100
% 80
e 60
g w0
< 20
o
216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
E 18-
8 12-
® 61
£
© e 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18
g 12
26
S
216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= AAANNNT S —— B\ BANANA—
| I |
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
DK PFHPYYTIKDILGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSM
f. Max. deviation (seelisting) .
7 + 6 +
g, s n A e e e e Tt B 0 G e, T
g. G-factors
Ph [T i I T T
i, B e e T
Gvege " LR m CREEEcE AREN NERRERERE AR R
Dihedrals  [(TT T T T I T I T T T T T T I IO T T T TP I T T T T T T T T T T T T T R T T T T T T T T LTI T I T T T T
o R EEEEY EEEECEE BEEEES SEEEE BTESEE" EECHEEREEEE TEES CEESSERSCHEE EESEEESE SEEEEEER EE|
Mainchain T T T T TIT T T T T T I T O T T T TR T T T T T T T T T T T T T T T T R T T T T T T T T T T T T T T IT T T
Overall [T LTI T T LI e T 1T T BT T G T T T P T e B [ T T TR T L TR T T TR T
216 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

1lbgy 06.ps



PROCHECK
Resid ti .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 316 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 181
g 12
2 6
S
316 325 330 335 340 345 350 355 360 365 370 375 5 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
L AANANN—FRANNNN NN A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
MFRPL SQCL FWALVADLLTLTWI GGQPVEHPY | TIGQLASVLYFLL I LVLMPTAGT | ENKLLKW SDLELHPPSYPWSHRGLL SSLDHTSI
f. Max. deviation (see listing)
4+ +
seginn, et e B e it St
g. G-factors
Phi-psi . 11 T T T W [l [T
i e BT R
Omega [ [ = [EEEEN N [T [ [1 | [
Dihedrals [T T W T T I T T T T T T T IO T T T I T IO T T T I LT T T T T I I T T T I T TTT] A TTTT RS T T T T T T
e eE MEMS-EE-" BESEMES"EESS ES" EEER"E SESSmmaES-ESEERE REMENRE NN BERERESEARS"EE
Mainchain  CTT T TI T T T T T LTI T OO T LT T T T T T T T I T T T T T TT1] T T A TR T T T
Overall [T M I LT T T LT R L TR I T T G T T CE R T LT LT LTI EENERENE NS NN AN NN
316 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20 25

1lbgy 06.ps




PROCHECK
Page 14

Residue properties
1bgy

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

% 100
% 80
e 60
g w0
< 20
o
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
© 2 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 181
g 12
2 6
S
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
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 Acoasbllltyshadlng m Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
ATA,
RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PPDL SY | VRARHGGEDY
f. Max. devlatlon (seellstlng) . H
++ 4 * 1
Hupe el st ot e e e teen i)
g. G-factors
Phi-psi C T T T T T [ [T [T T T [T I
i, T sieeifisEbetied finiiEeb
Omega i I ] HHHH H [ ] [ IZH::
Dihedrals HHHH\HHHHHHH\HHHHHHHHH\H\III\HHHHIHHH\HHI\HHH\HIH\HHIHHH\
MG Spies EAENARNRNNRNENSNAEN JEERENASENSESERCHE BNSRSNEAENSENSNES-E-NSESE B3 BEEE
Mainchain (T T T T T T T TR T T IO T O T T LT T T T T T T T T T W T T T T T T T T T T T T T T I T T T T[]
Overall T T T T T T T T T T T T T T T T T T e T T T T T T T T T I T A I T T T T T TR T T T T T T T T
27 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

1lbgy 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

Chii- -Scihi 2 T | I::HI:- BT <H H H *#:

ECK
Page 15

Residue properties
1bgy

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

80
60
40
20

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225
Residue number

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

24
18
12

127 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225

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

d. Secondary structure & estimated accessibility

A i AR AANANANS

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

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

AAABAA BAARAI BAAAANAR _ANA ARBEAANAABAAAA ABBAAAAAAAAAAAAAAAANAAAAAAAAA AAAARBAAAAAAR
VFSL LTGYCEPPTGVSLREGLY FN PYFPGQA | GMA PPI YNEVL EFDDGTPATMSQVAKDVCTFLR\NAAEPEHDHRKRMGLKML LMMGLLL PLVYAMKRHK

f. Max. devlatlon (seellstlng)

+
* * + + + + x4 +
* gk ok e + B kg kxgg x4y + % % 4 44 x Kk kkp Kk py 4k KRR g pkk 4k K px
KkkK K K kkkk kkk* Kk Kk kE Kk * * ok kx ok ok

g. G-factors

chi4

ain

!
} [ TTTT1
T 7]
EESEN HENH
[TTIT] RERN
[T T T T LT T T T I
80 185 190 195 200 205 210 2

1lbgy 06.ps




PROCH

ECK
Page 16

Residue properties
1bgy

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

% 100
% 80
e 60
éf 40
< 20
G

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number
5 20 b. Absolute deviation from mean of omegatorsion
g 24
£ 18
8 12
o 6
&
o 227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion

.
© 24_
§ 18_
e
g 12
N

227 235 240 5 10 156 20 25 30 35 40 45 50 55 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
RN — E NN G

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

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

AARAAAAAAAANBARANARBEABAAABAAAAA  AAMAAAAAAAA  AAAAAAAAAAAAAAAAAAAAAAANTIEN
WSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIE

f. Max. deviation (see listing)

g. G-factors
Phi-| ] T [
A0 e B ey I
Omega m e H:Hﬂ:hI:]H \h [T [ i\ HI\ [
Dihedrals [T TTTITTITTTIT] T T T e T T T T T T T T T T T T T T T TR T
MCope TR MRS H NEEEE HSEEESS EMENEANSSEEESESESSENSMENSS  CEESES HHa e
Mainchain - [T T T ITTIT1] T S T T T T T T A T T T T T T T T T T T T T T T T T T T T
Overall [IITTTITTITITTITTIT O T T T T T T T T T T T T T T I T I T T T T T T T I T T T T T T T T T TT TTTT T

227 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
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PROCHECK
Page 17

Residue properties
1bgy

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

30
24
18+
12

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

- 30
o
%24—
= 18
g 12
R
S
5 10 15 20 25 30 35 40 45 50 55 60 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
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AV SASSRWLEGI| RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDRVFR I KRALDL SMRQQ! L PKEQWTKY EEDKSYLEPYLKEV | RERKER
f. Max. deviation (see listing)
* o4 * 4 + +
g. G-factors
Phi EEL ] H F RSN | [ INEEEEE r [T
%Ei%émczm H:fﬁ H> T HHfH HZiﬂ» 7\\ #777
Omega [ EEENE BT EE H\HHHHH O [ [ [ [
Dihedrals  [(TTT T T I T IT T T T T I T OO T T T LT T T T T T T T T T T T T T T TP T T T T T I I T T I T
e A RMEREMEEHANEENE" = EMESMCREE ET B E'S SR ENECHENEESNESNSN B°CENSEN NSSREEN SENSTE B fs 8%
Mainchain [T T T T T T I T T T T T T T TR W T T T T T T T T T T T I T T W T T T T T T T T T T T T T I T I T T T I
Overall L T L T T T T T T T T T T T Tl T T T T T T T T T T L I B I T T T
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

1lbgy 06.ps



PROCHECK

Resid t -

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

o

% 80

e 60

g w0

< 20

e

© 105 110 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80
Residue number

5 20 b. Absolute deviation from mean of omegatorsion

©

§ 24

£ 18

8 12

o 6

S

O 105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number

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

&

© 24_

g 124

N

105 110 5 10 15 20 25 30 35 40 45 50 5 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

W= G T AN ANANARNARNAARNRNRNNANNN g

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

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

EEWAKK GRQFGHLTRVRHV I TY SLSPFEQRAFPHYFSKGI PNVLRRTRACI LRVAPPFVAFYLVY TWGTQEFEKSKRKNPAAY ENDR

f. Max. deviation (see listing)

. P . P b et k4 o+ 4r . e Tt

ey 1 PR PSS - S S SA S -0 s U SO+ SO S S

T ‘ ‘

g. G-factors
mios L o -
e B o i e e e
ch3&%ia HHH EENEEN] | EREEEEN H
| chi
Gmega EmEN it ottt ot T W m a
Dihedras [T iEE) S A nEEE AN AR RRANNANR)ANANEANEAREANRANN) RR) N ARNARNANEA NS ARR NN RN AR REi|
MC bonds T T T T
Meaoes it EEaEEE; EC H EE EES NEE NEEEEN SESNSSECEESEEE | SHSEES SEES ESESNSEEEES; EEEEE
Mainchan  [TTTTT IREANANEENEE | RS NN AL ANANNANEANNANNANNANES SANNANNANEANEINRANEARANS ARRARET|
Oveall  [IITTI NENSNESSENES" SNNSENENSNNNSIENEENSNNNNISENNENENS NI NENEENNNNSNENENENNNNNNNEERENS)

105 110 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

1lbgy 06.ps




PROCHECK
R d t Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
15 20 25 30 35 40 45 50 55 60 65 70 75 50 55 60 65 70
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 15 20 25 30 35 40 45 50 55 60 65 70 75 50 55 60 65 70
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 24_
g 12
RS
S
15 20 25 30 35 40 45 50 55 60 65 70 75 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
H = NAE—= AN =X NAANANA A = | —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
DPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKL FNSLK KRSVLCRESLRGQAAGRPLVASVSLN
f. Max. deviation (seeisting)
+ 5 + +
st Bt et e e bl et o
g. G-factors
Phi- [ [T] [ ] [ ! F [T T T T T
Ghiony H H ﬁ H ﬂ#*” N #
Chi3& chi4 [ [T [ H [ ] [T ,,,i [
mega WD [ [ [T [ [T [T ] I
Dihedrals [T T T T IT T IT T T T T T T T T T LT T I T T T LTI T T T I T T T TTT] [T T TR T
ek R EEMERBNBSMERBESESEES"BCEERBSSSEEECH ESSESNSESSRBRSESEEERCEE RENRNRARAR NERENEREESS"EE
Mainchain (T T T T I T T I T T T T T T T LTI T T T T I T TP T T I ITTT] I T T I T T T T I T T I T T
Overall [T I T LI L T L I L L T I L L LTI EENSNEN NSNS AN NN NN
15 20 25 30 35 40 45 50 55 60 65 70 75 50 55 60 65 70

1lbgy 06.ps




PROCHECK

Resid tl .
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
o
72 5 10 15 20 25 30 35 40 45 50 55 60 20 25
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
© 5 10 15 20 25 30 35 40 45 50 55 60 20 25
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18
g 12
LR
S
72 5 10 15 20 25 30 35 40 45 50 55 60 20 25
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 NN/ NN/ NN/ NN/ N, K =N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VPASVRY VAPTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADA | YEH I NEGKLWKH | KHKY ENK RNWPTAQLWG
f. Max. deviation (see listing)
g. G-factors
Phi-psi . HEN | B H [ 1] |
G Fram i iedSEnaEi s anie apiesE o
i3 & chi H [T [ [ [ [ ii,
mega [T [ [ [ [ []
Dihedrals I TT 1M T T T T R T T T e T T T T T T T T T T T TR T T T [IITTT I
MCagie B e e A e e
Mainchain I 1T T T A T T T T A I T T T T T T T T T T T T [TITTT T
Overdl  [IITIIH T T R (I I
72 5 10 15 20 25 30 35 40 45 50 55 60 20 25

1lbgy 06.ps




PROCHECK

Resid t -

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

o

% 80 -

£ 60

8 401

< 20

o

26 35 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

©

g 241

£ 18-

8 12-

® 61

S

O 26 35 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Residue number

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

&

T 24 -

§ 18_

S

g 124

N

26 35 5 10 15 20 25 30 35 40 45 50 55 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

s

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

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

AAA A
AVGAVGLVSAT TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FVEHLAFKGTKNRPGNAL EKEV

f. Max. deviation (see listing)

. .t . . T i .
v ear s S P S S SR FbU P SN
g. G-factors

oo , - _

Bips o (P H T TR T :#,,II_H FHHLJ

Ch3Wia u N H N N N HH

| chi

Gmega W m W1 - -1 I ",

Dihedrals  [TTTTTTTRET] (O T e T T T T T T T e T T T T T T T Tl T T [T T

MC bonds EEENEE NN NN RN T L T TTTTTT]

Meaoe BT ERENNEEENEERENNEEEEEEES 5 NSNS SEESTEES HESEESCEEEESE EESEEEEE NN

Mainchain  [TTTTTTTTTT] ERINNANARANNANAANNANNLE" INRANNINNANNANET RANAANNINNAN; RN ANAN S AR RRAREAN

Oveal  [IIITTTTRLL NI SNEEENNENSNEENENENANN S NN NNISENE SSNSNNSNEENENSNNNNNNEERENANN A EENREEE)
26 35 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

1lbgy 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 22

Residue properties
1bgy

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

80
60
40
20

80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

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

24
18
12

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

AAA AA| AA AA
ESMGAHLNAY STREHTAYY | KAL SKDL PKAVELLAD I VONCSLEDSQI EKERDV | LQELQENDT SMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKL SR

f. Max. deviation (see listing)

+

g. G-factors
Phi-psi . o [EEE] EENNENEREE |
ey, (H AT A PR prbadieibe it
Omega HH\H [1 [ [ [ AT [ [NEE| [ [T [
Dihedrals  [TT T T TT T IT T T I T T T TN T T TR 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 TR T T
e A RMEREHEH HE HES ENESEEREENESENEENEE"BNSENEEMERSE ESSESN ERSTE °N" SS°UR"3°HY BER-EEssan
Mainchain (T T T T T T I T I T T TR T T T T T T T T TP T T T T T T T T T T T T T I T T T T I T T T T T T T T T T 1]
Overall O T T T T T LT T T T T T L T T T T T T T T L [ T T I T T T

80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
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PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

gﬂii-l'gﬂiz LW#WJ_H» I WﬂH:H:m:I:\F: [ #” H ?E

ECK
Page 23

Residue properties
1bgy

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

80
60
40 -
20

180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

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

24
18
12

180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

AN —mmm N . a\\/\/

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

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

AFA AA
ADLTEYL SRHYKAPRMVLAAAGGL EHRQLLDLAQKHFSGL SGTYDEDAVPTL SPCRFTGSQ| CHREDGL PLAHVA | AVEGPGNVAHPDNVALQVANA | | GH

f. Max. deviation (seellstlng)

* x *ao4 * +
SRRk kR k kL 4 kpkkk gk gy Kk k Rk kL Kk kygik
* ok k *okk K

* ok ok +* * + * * ok k + o+
K kK kK kk Kk KKKk K kKKK Kk Kk KKk Kk Kk k Kk k% *k Kk Kk K * ok k

koK kK kK *k Kk koK kok * * Kk K * * Kk

4*+

g. G-factors

chi4

ain

T AT T T T I T T T T T I T T T I T

I
I
l
EEEESREESENSEEEEES SN SESNEENSSEEEENSEEEREEEN
35 240 245 250 255 260 265 270 275

C = cis-peptide

1lbgy 06.ps
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Residue properties
1bgy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18
12

6

Zeta abs. mean dev.

280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

AA,
YDCTYGGGAHL SSPLASIAATNKLCQSFQTFNI CYADTGLLGAHFVCDHMS | DDMMFVLQGQMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCED |

f. Max. deviation (see listing)
+ 5

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

g. G-factors
i-psi ! | [ ] [N [ EEC R
%Ei%gimczm [ HZiifH:# H:H{ :._H :\i\.: 1] | Fzﬂ: ﬂ
mega HHI:] [ HH:I HHi [ [ \HH\ i [ [
Dihedrals [T TT T TTT TR T T T T IO T T T T I TN T T I T PR T T T T T T T T T T T T TP T T T LT T T I T T
VESSS [ MM o T Mot i T e W T 1 e ot T TR T T
el NN NN EEEENEEEEEES ENEE EESSEEEE EEEESEEEEEEEEEEEEEEEEEEEEEEEENEEEEEEENENEEEEE
Overall OO T T O T T T T T T I T T T [ T T L T T T L T T L I T T T T T

280 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

1lbgy 06.ps
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R . d t Page 25
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
£ 60
8 401
< 20
o
380 385 390 395 400 405 410 415 420 425 430 435 440 445 25 30 35 40
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 2
£ 18
8 12
o 6
£
O 380 385 300 395 400 405 410 415 420 425 430 435 440 445 25 30 35 40
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
© 24_
g 12
8
g °
N
380 385 390 395 400 405 410 415 420 425 430 435 440 445 25 30 35 40
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A 0 A A A i e A — T
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
GRSLLTYGRRI| PLAEWESR | AEVDARVVREVCSKY FYDQCPAVAGFGP | EQL PDYNR | RSGMFWLRF PQDLEFTRLPNGLV IASLENYAP
f. Max. deviation (see listing)
4+
cudster aaT r e, e Ly e Jiae i et s
g. G-factors
Phi-psi . RN T o ] N [T [ 1] [T1]
Gy R ST R
i3 & chi 11 [l [T [ 1] I [T
Omega th [ LD H:H T | [ [T =
Dihedrals [T TT T T T T IO T TR TT T T I T T T T I T I T T T T T [T T T T IT T TEN T AT AT
MC aopies R FHH ot - EENENAERENEAEESERER |
Mainchain [T TTT T T T T TR T T T T T T T T T T T T T T I W T T T (T W T [ TITTT11] [EEEEEREEEEEEENEEEREREE |
Overall \‘\HH‘I\H‘IIH\‘H\H\\H\‘H\\\‘\\H\‘\H\\‘I:I\‘\ICII\‘H\H‘HH\‘H\I\‘H EENSRES NN NN SRR
380 385 390 395 400 405 410 415 420 425 430 435 440 445 25 30 35 40
C = cis-peptide

1lbgy 06.ps



PROCHECK

=
o
o

Chi-1 abs. mean dev.

30

Omega abs. mean dev.

30
24
18
12

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Page 26

Residue properties
1bgy

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

80
60
40 -
20

44

50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

44

50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

44

50 5 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140

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

d. Secondary structure & estimated accessibility

p— R\ e NN/

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

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

AAA AAAFIA AAA AAA,
ASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFK I TRGI EAVGGKL SVTSTRENMAY TVECLRDDVD | LMEFLLNVTTAPEFRRWEVAALQPQ

f. Max. deviation (see listing)

g. G-factors
i e IR R e e
[T [ [ RN ] [ [T [ [T t
T T T T T e R T T T TR T T e T T T T T T T T A T T T T T T T T TTE]
e H - e EEEEEENENEE HEENEESEMENENCHANEET BSEEERECEE . H
T T T A T T T T T T T I T T T T T T T T T T T T T T T T A T T T T T ]
O T L T T T T T T T T T T T T T L T T T T e TR T T T T T LR R T T T T T )
4 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140

1lbgy 06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals  [TTT T TTTTTTT]

[
MC bonds % [
MC angles [
[
[

Mainch

Overall

=
o
o

S Loz 5! H - an H

ECK
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Residue properties
1bgy

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

80
60
40 -
20

144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

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

24
18
12

144 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

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

d. Secondary structure & estimated accessibility

NG — SV AN NG

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

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

LRIDKAVALQNPQAHV | ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL | GLGV SHPVLKQVAEQFLN I RGGLGL SGAKAKYHGGE

f. Max. deviation (seelisting) .

+ + * + + ++ * * 4 + * 4 . +
* xkk 4 4 kxK 4k prk 4y pkx 4k Gx Kk Kk kg LR px 44 + * okkx kKT 4 *  oxy %
KA KKK KK KKK A KA KKK KK AR AKX KKk Kk Kk K AR kK KA AKAKE KA KA KKK KA K A I KKK RN % KA KKK KKK AR A * Xk x kkk Kk *

g. G-factors

) [ ] H
o m it::IIH IH i

ain [T [T [T T T [T [ T [T T T ] [T

ERENN
EREE
T
[T T T T T e T T T T T T I T T L]

144 150 155 160 165 170 175 180 185 190 195 20

1lbgy 06.ps
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Residue properties
1bgy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

244 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

244 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

Zeta abs. mean dev.

244 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

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

d. Secondary structure & estimated accessibility

o AAAN. A Commmitm— A

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

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

AATAR AAAAAAAAAARTEAAA AAARRIAAAAAAAAA B EAAAR ARFABAAAAAAAAAAAR AAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
| REQNGDSLVHAALVAESAA | GSAEANAFSVLQHVLGAGPHVKRGSNAT SSLYQAVAKGVHQPFDV SAFNASY SDSGL FGFYT | SQAASAGDV | KAAYNQ

f. Max. deviation (see listing)

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

g. G-factors
Phi [ | NEREEN T [
Sl AT W TR AT . it
Gega ¢ HHH - A ERsn" H EMSNRENERENE"
Dihedrals  [(TTTTT T T T ITT T T T T I IO T T T I T T T T T T I I W T T T T T T T T O T T T T T T T T I I T T LTI T T
ek S EEMAE EESTEES" HEMERBEEEESSTSCESSEBTESEESETEA' ENSESRSEEEN CHSSSRERY HERESHCEEEE"S EERSESESEREEEN
Mainchain (T TT T T T T T T T T T T T T T T T LT T O T T T T T T T T T T T T T R T T T TP T T T T T T I T I T
Overall T T T T T T T T T T LT T I T T T LI T L T T T T T L T I T I L LT T T T T ]
244 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330 335 340

1lbgy 06.ps
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Residue properties
1bgy

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

& 100
%80
e 60
g w0
< 20
&
344 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 344 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
§24—
£ 18-
g 12-
S 6
S
344 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ EEAAAAAAABIAAAAAA ‘ : ‘ AAAATE AAAAAAAAAAAAAARNAABAAAAAAAAAR AIAAAA ARl ABIAAA
VKT I AQGNL SNPDVQAAKNKLKAGY LMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQI DAVADADYV | NAAKKFV SGRK SMAASGNLGHTPF I DEL
f. Max. deviation (see listing)
g. G-factors
Phi | H H T ]
A arE e e e e
8h|3&0|4 [l I [ [ HH
mega 1T [1 [ [T [T
Dihedrals [T T I T T T T T OT TOT T LT T T T T T T T T T T T T T T T T T T T T LT T T T T T T T I
MChbonds  [TTTTTT] I T T T I N 0 T T A T T T T A A A A R
MCangles [T T T TR T T T T T T ] A T T T T T T e T A T T A S T TR
Mainchain (T T T T T IO T T T T T T I T T T TP T T T T T T T T T PP T T TP T T T I T T
Overall T T T T T T T T T T T T T T T T T T T T T T T T A T T T T T T T T T T T T T T T T TITTTT T TT T 11T
344 350 355 360 365 370 375 380 385 390 395 400 405 410 415 420 425 430 435

1lbgy 06.ps
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Residue properties
1bgy

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

% 100
% 80
e 60
éf 40
< 20
6
10 15 20 25 30 3B 40 45 50 55 60 65 70 75 8 8 90 95 100
Residue number
5 20 b. Absolute deviation from mean of omegatorsion
g 24
£ 18
8 12
o 6
&
o 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion

.
© 24_
§ 18_
e
g 12
N

1 10 15 20 25 30 35 40 45 50 55 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

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

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

AAAAABAABAAARRAAAAAAAABAAARL
T T T T T T T T T T T T T T T T T T T T
MTN I RKSHPLMK I VNNAF I DLPAPSN| SSMWFGSLLGICL I LQILTGLFLAMHYTSDTTTAFSSVTHI CRDVNYGWI | RYMHANGASMFF | CLYMHVGR

f. Max. deviation (seelisting)
+ 5 *

+ + T**+*+ + ++ +* 4 ++ + + + o+ +* 4+
g. G-factors
Phi.- S [ [T [T [ [NEN NN NN NN
i, USRI : L
Omega Dj [T H:hj [T H\H:I::j\ H I:f- [T BT o
Dihedrals [T TTI T T T T T T I TIT T T R T [T T T T T T T T T T T T T P T T T T I I T T I T T T ]
MC angyes et oot ool e ool ot 1
Mainchain  [(TTTTTTTTTTTTTT 1T WCTT T T [T [T 1T T [T T T P T T T T T T T T I T I T T T T T T T T T
Overall [T T T T T T T T T Ty T T T W T [T T I T T TR T T T T T T T T T T R T T T I T T I T I T TR T T T ]
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

1lbgy 06.ps




PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 31

Residue properties
1bgy

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

80
60
40 -
20

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

30
24
18+
12
6 -

101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

AN

SAVAVAVA VA Van NN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

CABA AAABAAAAAA AAAAR BAAAA AAAAAAAAAAAANT
GLYYGSYTFLETWN I GVl LLLTVMATAFMGYVL PWGQMSF\NGATV | TNLLSA | PY | GTNLVE\NI\NGGFSVDKATLTRFFAFHF | LPFI IMA | AMVHLLFL

f. Max. deviation (see listing)

g. G-factors
Phi-psi [l [l |
il [ A P alEilE = aniiten
G " I EEERsE Enntmn o i Suanmn
Dihedrals I T T T T I T T T T T T IO T T T LT T T T T T T T T T T T T e T T LT T T T R T T T T T T T T T I T T T T
e EERER HESNEENS S SES"HE NEEESNESS ENSSE CHESCRESNECEARESNSER-SES" SEMSmmsE Sf8" EeSs’ SEf
Mainchain O T T I T I T IO T T T T T T T T T T T T T T T T T T T T T T T TP T T T TP T T T T T T T I T T T T T T
Overall T T A T T T T T T T T I T T T T T T T T T T T A T T T T T T T T I T R T I T T T T T T T I T T T ITITTTTTTITT]
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

1lbgy 06.ps
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Residue properties
1bgy

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

& 100
% 80
e 60
g w0
< 20
&
201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 2%
£ 18
8 12
o 6
£
© 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
&
% 24
£ 18
g 12
R
S
201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
S e B NN S A\ RN
| I |
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
HETGSNNPTGI| SSDVDK | PFHPYYTIKDI LGALLL I LALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAFSILI
f. Max. deviation (see listing)
g. G-factors
Phi-psi . RN EEE T [
A T R el R i
Gmega B "B NS aNENE ENENSEEEE HE i ot ENENRRSRSAREEE H
Dihedrals  [(TTTT T TT T T T T I I PO T T T TP T T T T T T e T T I T T T T T T T LT T T T TR T T T T
AT EE CHNaENSARCER"n HES EEEEEISEEES ERHCSER" EEECHCSNCARSARSSNSETHTE
Mainchain [T T T T T I T T T T T I0 TT T TT T T T T T T i T T T [T T T T T T T I T T T T T T ]
Overall [T I T T T P T T T T T T T T T 1T Ty T T T T T ST TR T T T T T T I TR T T T T T T T ]
201 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

1lbgy 06.ps



PROCHECK

R . d t Page 33
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
e 60
g w0
< 20
&
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 5 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
E 18-
8 12-
® 61
£
O 300 310 315 320 325 330 335 340 345 350 355 360 365 370 375 5 10
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
g 24
£ 18-
g 12
S 6
S
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
A VAN SR AN NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
LAL I PLLHTSKQRSMMFRPL SQCL FWALVADLLTLTWI GGQPVEHPY | TIGQLASVLYFLL I LVLMPTAGT | ENKL LKW SDLELHPPSYP
f. Max. deviation (see listing)
g. G-factors
Phi-psi . 1 T [ SEEEEN H
einiadeieh o iacer I i
Omega WD [ [ [T [N | I:HHH [ iﬂ:H
Dihedrals  [(TTT T T T IT I 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 TP T T T T T [T T
S ERMEREEEAR CHUE BEC THa SCEES"EEfCHSEENS EENSCHS NESEEMSSSH SSNSSECE SRS HH
Mainchain (T T T T TTITT T T T T T T T T T B T T T T I T T T T T T LTI T T I [TITTTI T
overall [T T T T T I T I T T TR T T T L LI T LT T LT T T LI T T
301 310 315 320 325 330 335 340 345 350 355 360 365 370 375 5 10

1lbgy 06.ps
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Residue properties
1bgy

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

& 100
% 80 -
£ 60
8 401
< 201
&
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
E 18-
8 12-
® 61
£
© 1 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18
g 12
R
S
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
Al
WSHRGLL SSLDHT S| RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TEDEAKALAEEVEVQDGPNEDGEMFMRPGKL SDY FPKPY PNPEAARAANNGAL PP
f. Max. deviation (seelisting)
g. G-factors
Phi I T T T T T
e R mxie BREECE. o Had o EEGEEE
8h|3&0|4 I I H h HHHH [
mega (| [1 R [ [T [ [
Dihedrals  [(TT T T T TT TIT T I T T T T T T T LT I T T T T T T I T T T T T T T T T I T T T T T T T T T T T T T ]
MG Spies SRSEN BRBRERENSTENSE" HEESEE N CHRENAE ENRSRNNNSNENE - BESNNNSHESRESESEE NSNEN NESNSRENENRE"
Mainchain XTI T T T T T T T T T T T T T T T T T T T T LT T T T T T T T I T T TP I T T T T T T T
Overall [T [T T T T T T LG I T T T LT T T T T T T P T e [ L LI LI T LI TR
12 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110

1lbgy 06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

MC bonds
MC angles

Mainch

Overall

=
o
o

chii_ -Scihi ) #I]A:H,IIDII] I:::il::- I:::nﬂ | H H:H:

ECK
Page 35

Residue properties
1bgy

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

80
60
40 -
20

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

24
18
12

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

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

24
18+
12

6_

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

v N AN N\

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AANNAAABAA  AAMAAAARIAA EAABAN EAAAABAR ANA ABBAAAAAABAAAA FERAAAAAAAAAAAAAAAANRAAAAAAAAA

DL Syl VRARHGGEDYVFSL LTGYCEPPTGVSL REGLY FNPYFPGQA | GMAPP | YNEVLEFDDGT PATMSQVAKDVCTFL R\NAAEPEHDHRKRMGLKMLLM

f. Max. dqvlatlon (seelisting)

+*++*** 3%+
Kkk Kk KKk Kk KKKk

chi4 [

ain

NERSENNSRENER NN
95 200 205 210

H‘ I
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Residue properties
1bgy

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

& 100
% 80
e 60
g w0
< 20
o
212 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 247
E 18-
8 12
® 61
£
O 212 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24
£ 18
g 12
R
S
212 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN = Q O~
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AABAAABAAAAABABANABANAAAAAIAAAAA AAAAAAATIBIAA : ‘ :
MGLLLPLVYAMKRHKWSVLKSRKLAYRPPK SHTD I KVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVS
f. Max. deviation (see listing)
4+ +
g. G-factors
Phi-psi ] [T [
i, it i o
Omega \H HT Hﬁ\\\ ] I:H::I:I INEEN
Dihedrals  [TIT T T T T T ITT T IIT T I ITTTTITTT 1] T T T T e TR T T T T T T T W T T T T T TR
M agies LT HHH o - o] RERS " IEEEE EMESSaMEE " HESEEES HESS N EEEsEESS EEE
Mainchain [T T T TIT T T T T oM [T 1T T ] T T T T R T T T T s T T T T T T T T TR 11T
overdl  [TTTTTIITIT I ITTT I TR O T T T T T Bl T T T T T T T T T T el [ W T LT T LTI T
212 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

1lbgy 06.ps
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Residue properties
1bgy

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

70 75 80 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

24
18+
12

Omega abs. mean dev.

61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

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

24
18
12

Zeta abs. mean dev.

61 70 75 80 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

AN ot O 1) it s Bl

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

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

SMSASADVLAMSK | EI KL SD | PEGKNMAFKWRGK PL FVRHRTKKE | DQEAAVEV SQLRDPQHDL ERVKKPEWV I L | GYVCTHLGCVP I ANAGDFGGYYCPC

f. Max. deviation (seelisting) .

+ 6 N * +

o et ¥ * P * « PR ¥ +

KA KGR KRR LR K pph 4% 4 pE g K 4D4 ppprArEx A% Kk Kk kxy pEpEpEk 4 4x kRAg kx4 M M

KA KA KKK KA KA K K AA K AKX KKAKAAKE KKK AKRKA AR KKK KA KA KX KARAXRAHT AKX KR 5 KAX KRAXKERA K KA K AEEx
\

Gt T B AR e P HER R B R E
i1 on

Chi3 & chi4 [HEE [ [ [
Gmega " - o ma H
Dihedrals [T T TR T T T [T [TT I T TTTTIT
MC bonds [
MC angles i -]
I

Mainchain [T R O T 1

Overdl [T M BRI TR, TT1
61 70 75 80 8

R TT E BERE T L T T TTTT
35 140 145 150 155 160

o1

[ o 2 Ny N Iy
~oH B

ol

RN i o i
w

o

AP i

1lbgy 06.ps
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Residue properties
1bgy

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

& 100
% 80 -
£ 60
8 401
< 201
&
161 170 175 180 185 190 195 10 15 20 25 30 35 40 45 50 55
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 24
E 18-
8 12-
® 61
£
© 161 170 175 180 185 190 195 10 15 20 25 30 35 40 45 50 55
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
&
% 24 -
£ 18-
g 12
RS
S
161 170 175 180 185 190 195 10 15 20 25 30 35 40 45 50 55
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
ABAAAAAAA ‘ : BAAAAAAARIAAAAAAAAAAIAAAAAAA
HGSHYDASGR | RKGPAPLNLEVPSYEFTSDDMV I VG AV SASSRWLEGI RKWYYNAAGFNKLGLMRDDT | HENDDVKEA | RRLPENLYDDR
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [l [ ,C I | e []
%Ei%'§212,4 **ﬂ \HH H:* H HJ H:”#
Gmega ' oot i H i SRAR " | W
Dihedrals  [TTTTTT T I T T I T T [T T TTTT T TITTT1T1] T T T I T T A T TR T T T T T AT
MC bonds T A [T [TTTTT]
MC angles T S T [TETT [T
Mainchain [T T T T T T TIIT T T T T T[T TIITT] T T T T T T T e T T T T TR T TR
Overall \‘HH\H\\‘\\\H?\IH‘HI\‘\HH‘HH\‘H O T L T T T B T T T e T T T T T R LTI
161 170 175 180 185 190 195 10 15 20 25 30 35 40 45 50 55
C = cis-peptide
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
£ 60
8 401
< 201
o
59 65 70 75 80 8 90 95 100 105 110 5 10 15 20 25 30 35
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g5 24
£ 18
8 12
o 6
£
O 59 6 70 75 8 8 9 95 100 105 110 5 10 15 20 25 30 35
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
]
% 24
£ 18-
g 12
S 6
S
50 65 70 75 80 85 90 95 100 105 110 5 10 15 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
W:%:%:!W S —1 =—" NNy
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
VFRIKRALDL SMRQQ! L PKEQNTKY EEDKSYLEPYLKEV | RERKEREEWAKK GRQFGHLTRVRHV I TY SL SPFEQRAFPHY FSKGI PNVL
f. Max. deviation (see listing)
g. G-factors
Phi-psi . ] ] 1 N ] N
EENGEEERGASES, (R
Omega ERERRERN ENANENNSESEEE " REEREEN EEER mumER" Emas
Dihedrals [T T T T T T I T T I T T T I T T I T I T T T T T 1T T T T I T T T T T T I T
A EEMEEEAH "H" BNSENEESEREESEEESS S CREEEERE
Mainchain (T TT 0 W T T T T T TR T T T T T T T I T T T TTT] T T S W S T T AT
Overdl [T T TIT I T [T T LI LI I T T L T T[T O T T T T T T T [T T 11T
50 65 70 75 80 85 90 95 100 105 110 5 10 15 20 25 30 35

1lbgy 06.ps
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Residue properties
1bgy

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

% 100
% 80
e 60
g w0
< 20
o
39 45 50 55 60 65 70 75 80 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 241
£ 18-
8 12
® 61
£
© 39 45 50 55 60 65 70 75 80 20 25 30 35 40 45 50 55 60
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o)
% 24
£ 18
g 12
26
S
39 45 50 55 60 65 70 75 80 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
NN AN NN NN N N T EANAAE=AAANAA S == A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
RRTRACILRVAPPFVAFYLVYTWGTQEFEK SKRKNPAAYENDR DPLTTVREQCEQL EKCVKARERLELCDERVSSRSQTEEDCTEELLDF
f. Max. deviation (seelisting) . .
+ + 5 5
Pt el grenoettt e et e i
g. G-factors
Phi-psi . T [ H HTH ]
il et Enfalafst il it
Gmegs " MR " 5 i o H
Dihedrals  [(TT T T T I T IT T T T T T T I TIT T I I TTTT] AT T T T T T T T T T T T T T T I T T T T
ek REEMARCEEEMNBNSESSEBESEEEEEEECTEEERER" RN ENRNRARANENENRARNNENA NNNNANTENENECE BEEEEE
Mainchain [T TT T T T IO T T IT T I T TTITIITIIIIIIITIT1 T T T I T T T T T T T T T T T T T T T I I BT T
overal [T TR T L LT LTI T T T [ TTITT] O L R L L LI L LTI L]
39 45 50 55 60 65 70 75 80 20 25 30 35 40 45 50 55 60
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Residue properties
1bgy

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

% 100

% 80

e 60

éf 40

< 20

o

62 70 75 50 5 60 65 70 75 5 10 15 20 25 30

Residue number

5 20 b. Absolute deviation from mean of omegatorsion

g 2

£ 18-

8 12

® 61

£

O 62 70 75 5 55 60 65 70 75 5 10 15 20 25 30
Residue number

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

&

T 24 -

§ 18_

£

g 124

RS

S

62 70 75 5 55 60 65 70 75 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

A —
Key:- <™ Helix

U =L = V = NN

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

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

LHARDHCVAHKL FNSLK

f. Max. deviation (see listing)

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

i_- s
|
82'1%9850 ' :7:1::1

N

[ [T
Dihedrals [T T T W T EITTTT]
MC bonds [T T[T T TTITTT]
MCangles [T AT
Mainchain  [TTTTTITTITTTITTT]
Overall [ITTTITTTIITTTITTT]

62 70 75

AANANAANINA AN AAABAAAAANIREEINAR
KRSVLCRESLRGQAAGRPLVASVSLNVPASVRY

VAPTLTARLYSLLFRRTSTFALTIVVGALF

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

H bl

B [
i I
= |
NERERN RN R L
65 70 75 5
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

Omega abs. mean dev.
(o)

30
24
18
12

Zeta abs. mean dev.
D

MC bonds
MC angles

Mainchain

Overall

Page 42

Residue properties
1bgy

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

31 40 45 50 55 60 20 25 30 35

Residue number
b. Absolute deviation from mean of omegatorsion

20 25 30 35
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

31 40 45 50 55 60

31 40 45 50 55 60 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

W= =

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

Key:- <™ Helix

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

RNW PTAQLWGAVGAVGLV SAT

FERAFDQGADA | YEH I NEGKLWKH | KHKY ENK

f. Max. deviation (see listing)

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

[TTTT I T T TITTTT] [ -0.44

H %%

T T T TS 0 -0.39

(IO AL LTI LI TLE O -0.37
20 25 30 35

1lbgy 06.ps
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111 115 119 123 127 131 135

1056

Aouanbai4

1056

Afouenbai4

Main-chain bond lengths
1bgy

C-N
(except Pro)

120 124 128 132 1.36 140 144

1056

Aouanbai4

CA-CB
(Alg)

CA-C
(Gly)

CA-C
(except Gly)

3

—

(@]

O

—

[{o]

“““““““““““““““ 0

o

—

—

i

S

[{o] —
o
3

Aouanbai4

(9]
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i

[e)]
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—

n

1 LO
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iz
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N~

L <t

—

i

[e)]

&

© —
[Te]
S

Aouenbai4

Ry

—

o

1O

—

(o]

| LO

—

o

—

[ee]

<

—

i

—

1056

Aouanbai4

N-CA
(except Gly,Pro)

(therest)

CA-CB

CA-CB

(lle,Thr,val)

N~
e}
—
[92]
—
[©)]
<
wwwwwwwwwwwwwwwwwwwwwwwwww —
[Ty
<
wwwwwwwwwwwwwwwwwwwwwwww —
—
<
—
N~
o
—
[42]
o
[{o] —
o
S
Aouanbai4
n
O
i
—
©
—
N~
—
“““““““““““““ .
i
(o))
<
—
—
—
<
© —
[Te]
S
fousnbai4
(o]
©O
—
o
L©
—
(o]
Lo
wwwwwwwwwwwwwwwwwwwwwwwwwwww —
#m
“““““““““““““““ o
LD
—
(o]
<
—
S
© —
0
S
Aouanbai4

N-CA

(Gly)

[ee]

Yo}

i

3

—

(@]

LLO

-

(o]

L <

\\\\\\\\\\\\\\\\\\\\\\\\\\\ l

[aN]

<

—

[o]

e}

-

3

© —
[Te)
S

fousnbai4

N~

Lo

-

™

1 L0

i

[e))]

<

—

{2

wwwwwwwwwwwwwwwwwwwwwwwwwww —

—

L <t

i

N~

Hep)

—

™

(op]

© —
o
S

Aouanbai4

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

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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(Pro)

CA-C-N

Main-chain bond angles
1bgy

116 121 126 131

364

Aouanbai4

101 106 111

101 106 111 116 121 126 131

364

Afouenbai4

101 106 111 116 121 126 131

364

Aouanbai4

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

O-C-N
(except Pro)

364

Aouanbai4

106 111 116 121 126 131 136

127 132 137

122

364

Aouenbai4

107 112 117

Aouanbai4

108 113 118 123 128 133 138

CA-C-O
(except Gly)

C-N-CA

C-N-CA

(Pro)

(Gly)

364

Aouanbai4

105 110 115 120 125 130 135

127 132 137

CB-CA-C
(Al3)

122

364

fousnbai4

107 112 117

120 125 130 135

364

Aouanbai4

105 110 115

CB-CA-C
(lleThr,vVal)

109 114 119 124

1

99

364

Aouanbai4

94

41

110 115 120 125

364

fousnbai4

95 100 105

(Gly)

CA-C-O

120 125 130 135

364

Aouanbai4

105 110 115

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

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 angles

CB-CA-C
(therest)

Freguency

N-CA-CB

(Pro)
364 T
o) |
o) ]
> |
g |
TN 1k

83 93 93 103 108 113 118

Black bars> 2.0 st. devs. from mean.

1bgy

N-CA-C
(except Gly,Pro)

Frequency

95 100 105 110 115 120 125

N-CA-CB
(therest)

5 100 105 110 115 120 125

Fregquency

Page 2

—t—‘—"F'“_‘—l"‘—-!—
7 102 107 112 117 122 127

N-CA-CB
(lleThr,vVal)

9

6 101 106 111 116 121 126

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RMS distances from planarity

1bgy

ASP

ASN

ARG

[Te) [Te)
(@) (@)
S S
'S 'S
[a0) [a0]
O [ L o)
o B _0
(Y] T (Y]
““““““““““““““““ o Lo
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- -
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o Q o o o o o - o
S o] 3 o] S n S 3
N — —, N — —,
Aouanbai4 Aouanbai4
0 0
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S S
'S 'S
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o) o)
o ) o
-
o U] o
““““““““““““““““ o . ©
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- -
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o o
\.JLO \Lo
S S
Q Q o o o Q o o o o
Q ] S o & 3 S ot
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[Te)
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3
S
o
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o
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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.
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Main-chain bond lengths
N 1458 CA C 1329 N N 1458 CA C 1231 O C 1329 N C 1329 N
1.387 1.389 1.403 1.291 1.383 1.388
A Leu 153 A Ala251 - A His 252 A Ala295 A Thr 373 A Asp417- A GIn418 A GIn 418 - A Cys 419
CA 1530 CB C 1329 N CA 1521 CB C 1231 O CA 1530 CB C 1231 O
1.462 1.261 1.444 1.283 1.599 1171
A Cys419 B Lys148- B Alal149 B Alal73 B Cys178 C Tyr 55 CHis 97
N 1451 CA C 1329 N N 1458 CA CA 1530 CB C 1329 N CA 1530 CB
T5% T e v o e
C Gly 105 CVal 123-CMet 124 CThr 126 C His 196 C Gly 204 - C Ser 205 C Asn 206
CA 1525 C CA 1525 C C 1231 O C 1231 O C 1329 N N 1458 CA
Taes v ~o T T —=
C Pro 219 CAla232 FPro 51 FLeu 68 Gva 13-Glle 14 Glle 14
N 1451 CA C 1231 O CA 1521 CB CA 1530 CB C 1329 N C 1231 O
Tooe Toe s e Tos e
M Gly 169 M Val 253 M Ala 256 MLeu290 MCys326-MAsp327 M Asp 333
N 1458 CA C 1231 O CA 1525 C CA 1521 CB C 1341 N CA 1525 C
Too Ties o T ~ T
M Met 334 M Gly 340 M Arg 344 M Ala349 M Cys419- M Pro 420 Olle 19
C 1329 N C 1329 N CA 1540 CB CA 1540 CB CA 1530 CB C 1329 N
1.235 1.257 1.483 1.487 1451 1.274
OLeu 37-0Gly 38 OGIn 44-0Olle 45 Olle 78 Oova 98 OLeul85 OVa243-Oleu244
C 1329 N C 1231 O C 1329 N N 1458 CA CA 1530 CB C 1231 O
1.408 1.311 1.270 1.509 479 171
OLeu328-0OVa 329 P Lys 202 P Ser 228 - PVal 229 QSer 1 QLys 33 QVva 55
CA 1530 CB N 1451 CA C 1231 O C 1329 N
ATT .510 .283 275
RLys 63 SGly 1 SSer 17 SPro 20- SPhe 21

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

1bgy_10.ps
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Page 2
Main-chain bond angles
1208 120.8 112 112 121.7 123.0
A Glu 168 A AIa251 A Ala256 A Thr 283 AlLeu 294 A Ala295 A Phe415 A Tyr 416
1105 1217 1230 1105 1105 1230
A Phe425 B Ala 91 BVva 92 B Tyr177- B Cys 178 B Ser 319 C Leu 41 ClLeu 43 CGln 44
1217 121.7 120.6 121.7 1105 123.0

111.6 111.6 109.8 111.3 123.4 1129

Clle 78 Clle 79 CTyr107 CThr108 Clle115- CGIyllG CVva 123 - CMetlZ4 CLeu 175 CLeu185 C Pro 186

1208 1217 1217 1217 1217 1105

110.6 142.1 132.0 110.3 1111 121.6

CH|3196 CGIy204 C Ser 205 CGIy210 Clle211 CTyr273 CPhe274 CAla293- CLeu294 CLeu303

1217 L2 i)l 12038 1217 ca CB 1101
CLeu320 C Ser321 DSer 9 DLeu206 FVaI 43 FGlu 45 FAla 46 FGIn 73
120.8 121.7 1217 112 1206 122.6
130.8 110.8 132.0 100.9 % 1335
G VaI 13 Gvad 13 Glle 14 Glle 14- GThr 15 M Lys 100 MGlu 168 M Gly 169M AIa192 M Pro 193
1208 1230 1105 1208 116.2 1105
137.4 \% \y 1354 130.1 \%
CA
M VaI 253 Mvad 253 M Ala254 M Ala 256 M Phe 307 MVva325- M Cys326 M Met 334
123.0 121.7 CA CB 1105 111.2 111.2 116.2
1105 109.7 W 100.8 121.7 1272
MMet334 M Met 338V Asp417 MGIn418 M AIa423 M IIe437 M Trp443 Olle 19- OAsp 20
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Main-chain bond angles (contd)
123.0 121.7 1217 1230 1217 ce 1101 C
\\11% \\13‘% \\135% W \\1321/ W
CA
Olle 19- OAsp 20 Olle 19- OAsp 20 OGIn 44 Olle 45 OThr 47- OGIy 48 OH|s54 OTyr 55 O Pro 222
1217 cp ©CB 1101 1105 1217 1217 cCA 1208 0o
C
OPr0222 O Tyr 223 OLeu 242 OLeu 242 OLeu320 O Ser 321 P Ser228- PVaI 229 PLeu 235
1101 1217 CA CA 1208 122.0 1101 120.8
QArg 32 QLeu135 Qlle136 QPro 183 QPr0183 QSer184 RLys 63 RAla 65

CB 1091 ¢
99.0

CA
SThr 15

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

Planar groups
cB CB cB B cB cB
0.031 0.031 0.038 0.034 0.031 0.039
A Tyr 89 A Trp 342 C Phe 187 E Phe 58 GTyr 16 M Tyr 223
)\ NE
cB cB EB cB
0.031 0.025 0.037 0.038 0.037
M Tyr 434 PArg 28 QTrp 91 R Phe 26 RTyr 55

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