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Ramachandran Plot
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Based on an analysis of 118 structures of resolut:

ion 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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Plot statistics
Residues in most favoured regions [A,B,L] 1603 87.4%
Residues in additional allowed regions [a,b,l,p] 208 11.3%
Residues in generously allowed regions [~a,~b,~l,~p] 13 0.7%
Residues in disallowed regions 10 0.5%
Number of non-glycine and non-proline residues 1834  100.0%
Number of end-residues (excl. Gly and Pro) 19
Number of glycine residues (shown as triangles) 140
Number of proline residues 109
Total number of residues 2102

pdblsgp_O1.ps




PROCHECK

pdblsqp

Page 1

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

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

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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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.

Page 2
Chi1-Chi2 plots
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Main-chain parameters
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a. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd
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Plot statistics

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

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 1834 87.4 72.9 10.0 1.5 BETTER
b. Omega angle st dev 2089 5.7 6.0 3.0 -0.1  Inside

c. Bad contacts / 100 residues 3 0.1 13.9 10.0 -1.4  BETTER
d. Zeta angle st dev 1961 2.2 3.1 1.6 -0.6  Inside

e. H-bond energy st dev 1368 0.8 1.0 0.2 -1.0  Inside

f. Overall G-factor 2102 -0.2 -0.7 0.3 1.7 BETTER
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Side-chain parameters

a. Chi-1 gauche minus
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Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 245 22.4 24.5 6.5 -0.3  Inside
b. Chi-1 trans st dev 600 229 24.2 5.3 -0.2 Inside
c. Chi-1 gauche plus st dev 811 21.0 22.8 4.9 -0.4  Inside
d. Chi-1 pooled st dev 1656 22.6 23.5 4.8 -0.2  Inside
e. Chi-2 trans st dev 492 26.8 242 5.0 0.5 Inside
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Residue properties
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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20

Chi-1 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

b. Absolute deviation from mean of omega torsion

40
32
24
16

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-alpha chirality: abs. deviation of zeta torsion

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

d. Secondary structure & estimated accessibility

A AN ) et e AR\ et

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

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

AAABIA ABAAAAAAAA AAAAAANBABIAAAAAAA
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TATYAQALQSVPETQVSQLDNGLRVASEQS SQPTCTVGVWIDAGSRYES EKNNGAGYFVEHLAFKGTKNRPGNALEKEVE SMGAHLNAYSTREHTAYY 1K

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

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

—_
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201

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

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

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

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAANAAAAANAANATBRERAAAAAAAAAAAANAAAAAAAAAAAAAAAAAAANAAAI AAAANAAA  AAAAAAAAAAAAAAAAAAATIRIAAABIAAAAAA
ALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVENYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAA

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

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

—_
o
S

80 1

401
201

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 omega torsion

40
32
24
16

Omega 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

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

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

AN/ T N\ =i A

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

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

GGLEHRQLLDLAQKHFSGLSGTYDEDAVPTLSPCRFTGSQICHREDGLPLAHVATIAVEGPGWAHPDNVALQVANAT IGHYDCTYGGGAHLSSPLASTAAT

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)

—_
o
S

80

40
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

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

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

Zeta abs. mean dev.

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

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

d. Secondary structure & estimated accessibility

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

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

ABAFABAAAABAAARIEA AAAAAARIIAAAAAAAA  AAAAAAAAAANTIA AAAABIA
T T T T 7 T T T i T T T T T T T T 7 T 7
NKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWESRIA

f. Max. deviation (see listing)
5 +

:2:::*%*1‘ ::* EEES #:x% * ok *I: : * EEE z**tzgtii*$**# ***I* ok El— EXS I I:*z*#: 1‘* *: x#:**
g. G-factors
Phi-psi _ | ] ] []
. st sliifienbriniiigh
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305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

pdblsgp_06.ps



PROCHECK

R . d . Page 5
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32~
5 24
£ 16
D8
=
© 405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
% 12 ~
e 97
£ 67
<
g 37
N
405 410 415 420 425 430 435 440 445 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
o
EYVET——mem . g
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EVDARVVREVCSKYFYDQCPAVAGFGP I EQLPDYNR IRSGMFWLRF VPPHPQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENS
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] [T T 1 [
e, e R e s St
Omega j\ [ T [HERRRED W\ \Hh [TH H:j:f. [
Dihedrals [T T T T T T T T T T T T T T TTTTITITITT T EE T T T T T T T T T T T T T I T
MC angles - EHHHH AR HH A AR
Mainchain [T T T T T T T I T I T T T T I T TTTTTTTTTT [EEEEEEEEEEEE NN NN
Overall [T I T I T LI T LR LI LI, T, T T T T I T TR L I LTI
405 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60
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100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
£
61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32 1
5 24
2 16
D8
=
© 61 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
91
£ 67
<
g 37
N
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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
NNLGTSHLLRLASSLTTKGAS SFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLR IDKAVALQNPQAHV I
f. Max. deviation (see listing) .
T LT SO SO IR TS OO It SR TS JL U T O SO J I ST et SOPES I SO
g. G-factors
Phi-psi I [ |
Sl T el
Chi3 & chi4 [ ] [ ] 1] [T
Omega  WEEEC B W W | EEEEN l m | CEENNEN.
Dihedrals [T TT T T T TR T T T LTI I T T T T T T T T T I T T T T T I T T T T T T T T T I T T
e (LT LRI TR T TP T AT
Mainchain [T T T T T T T T I T TTTTT TIT TTTT TTT T T E  T  T T T T T T T  T T T ETT T T  TTIT TTTTTTTTTT
Overall [T I I T T T e e T T e T T I T T T TR T T
61 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
pdblsqgp

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

= 100
S
= 80
g
g 60
£ 40
<
- 20
2
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 omega torsion
é 40
§ 32
5 24
2 16
& 8
=
© 161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
“E’ 9
£ 6
<
s 3
N
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAAAAAAAAI AAAAAAAAAAAA AAAAAAAAAAAAAABINAAAAAAA A AAAAAAAAAAAAANA : : :
ENLHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLN IRGGLGL SGAKAKYHGGE IREQNGDSLVHAALVAE
f. Max..deviation (see listing)
SRR LI S OO SOk JUEE - I S SRR TEJOE SUES= TS St STt LIRS IE SEEL IS I SO0
g. G-factors
Phi-psi _ EEEEEEN ]
e, R B e T R e
Omega " H EEMEECMENSSEMS MR HEEH EWEENEE" EES Fe-Hate ot
Dihedrals [T T T T T TT T T T I T T T T T I T T T T T I T T T T I R T T T T T T T T T T T o T T ]
MC angles - EHFHHHAAH AR A A A
Mainchain [T T T T 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 TR T T I T I T I
Overall [T TR T T T T T e T T T T T T T T T e e T T T e T T el ]
161 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260

pdblsgp_06.ps
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Page 8

Residue properties
pdblsqgp

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

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

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

Zeta abs. mean dev.

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

B AAAYE. EAY mi— AN Y 1A

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

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

EAAAAAAAAAAAAA T AAAIEL ABAAAAAAAAAAA ABAAAAAAAAAAAAANTIR EEAAAAAAAA
T T 7 T 7 T 7 T T T T T 7 7 T 7 T T T 7
SAAIGSAEANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYTI SQAASAGDV I KAAYNQVKT I AQGNLSNPDVQAA

f. Max. deviation (see listing)

+ 4+ + +

* + +* ++ 4+ 4+ FpF oEE R kg R *

sk kokokoRok Rk Rk kR ok kK ok H ok kkokok | kkckokkkokkkokkkk Rk ok kR %
. . . i . . . . .

Phi-psi

Chil-chi2 !: 7#
Chil only

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

pdblsgp_06.ps



PROCHECK

Residue number

d. Secondary structure & estimated accessibility

Key:- <™ Helix

|:> Beta strand = Random coil Accessibility shading: MW Buried

EAAAAAA
7 T T T T T 7 T T T T T 7 7 T
KNKLKAGYLMSVES SEGFLDEVGSQALAAGSYTPPSTVLQQIDAVADADYV INAAKKFVSGRKSMAASGNLGHTPF IDEL

f. Max. deviation (see listing)

+ + + + S+ 4 4k k * wk 4 4 + # * * EEEE T
s skkdk |k kckok | skoksksk ok kockok kkkok ok kR kR oRkokokkkckk Rk kR kR ok kR R kE Rk EEE sk ok kR R R
g. G-factors
ChPsiio H H H H m
Chi3 &' ehia H I i ] ‘
Omega [T [T .:ﬂ [} H:Hﬂ
Dihedrals [T T T I TT T T LT T LI T T T T T T I T T T I T T T T T T T T T LTI LT T T T [ [T T e
C bonds
MC angies - FHAHHHHHHHHH A A R
Mainchain [T T T I T T T LI T T LI T LTI T T T I T LTI T T T LT LT LT T LT LT LI T LT T I T [T [Tl
Overall [T I T e I T T T T T T e
361 370 375 380 385 390 395 400 405 410 415 420 425 430 435

R . d . Page 9
pdblsqgp

100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 801
B
g 60
£ 40
<
= 20
z

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

Residue number
: b. Absolute deviation from mean of omega torsion
Z 40
g 32-
]
E 24
2 16-
5 5
£
© 361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 15
- 12 -
-
£ 67
<
g 37
N

361 370 375 380 385 390 395 400 405 410 415 420 425 430 435 2 10

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

C=N—v

0 Accessible

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

TNIRKSHPLMK
+% +
++*** *

ook ok sk ok ok sk ok sk

pdblsgp_06.ps
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Page 10

Residue properties
pdblsqgp

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

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

15
12

Zeta abs. mean dev.

13 20 25 30 35 40 45 50 55 60 65 70 75 80 & 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 |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAAAAAAAAAANBAAAAAAAAAAANTIR AAABAAA
7 T T 7 T T T 7 T T T T T T 7 T 7 T T T
IVNNAF IDLPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI I RYMHANGASMFF ICLYMHVGRGLYYGSYTFLET

f. Max. deviation (see listing) .
+ *4 5 + +

* **' * * + . + * * *

kS T T ok +% 4 HE L EQ ok + o kR ek + ++F 4 + +

Sk ok ok ok Gk ok Rk ok ok Rk kokok kR Rk ok ok okokokokkok ok ok okokckokokokok  kok ok kokokok Rokokk ok | kR okok ok R kkck ok Rk ok okok | kkkckkk ok kR ok ok kok R ok ok X
. . . i . . . . . . . i . . . . .

g. G-factors

e MO R mitd s nunauatd S it
i, ‘
Omega [ ﬂﬂﬂﬂ

Dihedrals [ITTTE T

MC bonds
MC angles

Mainchain

Overall

pdblsgp_06.ps
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Residue properties
pdblsqgp

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omega torsion

40
32
24
16

Omega abs. mean dev.

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

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

15
12

Zeta abs. mean dev.

113 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

NNININININ\— NN\~

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

e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAFEAAAAAAAAAAAAAAAAAAAAAAAAANTAAANT
WNIGVILLLTVMATAFMGYVLPWGQMS FWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAMVHLLFLHETGSNNPTGI S

f. Max. deviation (see listing)

+ 2
P L 4%

+ kg ok ok kkk kg * T * +

* #

+ +
# ok kksk ok k| ok okkckokkskk ok ok Rokk | kkskok | kkokkok | kkkk ok %
I I I I I I i I

o

-
I
T

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

AL sl
[T

F
B
[

Overall

pdblsgp_06.ps
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Page 12

Residue properties
pdblsqgp

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omega torsion

40
32~
24
16 1
8

Omega abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

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

Zeta abs. mean dev.

213 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

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

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

AAA
SDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYATLRSIPNKLGGVLALAFSILILALIPLLHTSKQ

f. Max. deviation (see listing)
5

. * +H 4% * + + + ++ * o4 +
*oop 5k * * * ok ok %k ok +4+F4 * k4 + * % k% +F * k * * ok ok + ¥ * o4 k4
s wockoRskokor kR ok R okok ok Rokok Rk R kR Rk R kR SRR ROk R ROk R Rk skokoRokok RokokokokoR kR kR kR kR kR Rk Rokokk ok ok kol sk Rk ok kok R R kX
. . . i i . . . . i . . . . . . . i . i

g. G-factors
B N3 oo e e o e daEeb s e s

Omega Il
Dihedrals

[
MC bonds }
[

MC angles
Mainchain

|
[
[
[
[
[
Overall [ i i [
213 220 225 23

¢ = cis-peptide

pdblsgp_06.ps
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. d . Page 13
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60
£ 40
<
- 20
2
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32
5 24
2 16
& 8
=
© 313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
% 12 ~
e 97
£ 67
<
g 37
N
313 320 325 330 335 340 345 350 355 360 365 370 375 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
—ANNANS AN AN =
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVLMPTAGT I ENKLLKW SDLELHPPSYPWSHRGLLSSLDH
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ I ] 1 [
HENE sl et 1 R
Omega B [1 H [T [ HIZH 0 [] H:H\ w
Dihedrals [T T T T TT T T T T T T I TR T T I I T T I T T T I TR T T T T
Ol e e s, i and e e SRR e FEEFFEFAEF
Mainchain [T T T T T T T T T I T I T B T I T I T T T T I T T T T T
Overall [T I LI T T L TR TR T T LT LTI T (TR T, T T e T T
313 320 325 330 335 340 345 350 355 360 365 370 375 5 10 15 20

pdblsgp_06.ps



—_
o
S

80

40
20

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 14

Residue properties
pdblsqgp

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

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

24 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

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

24 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

Ty vy ==

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

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

ABAAAAA,
TSTRRGFQVYKQVCS SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMR PGKL SDYFPKPYPNPEAARAANNGALPPDLSY I VRARHGG

f. Max. deviation (see listing)

g. G-factors
m W N N W
: in nfisindinihiih ity
[ I [T [T \H [T AT

T T A T T T T I T T I T T T I T T T T T T T I T T T T T PR T T R I T I T T
AT T e e e T e e e P e P P P e TP T P PP P T P TP P PP P T T TP PP PP I T
A e T A e e e P T T T T e P P T T A T P P T T T T T T P P P T T T T T T T P P T T T T A P
[EEEEEEEEEEN NSNS NN
T T e L T T T T T e T T T T T R o Tl [T T
24 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120

pdblsgp_06.ps
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Page 15

Residue properties
pdblsqgp

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

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

Residue number
: b. Absolute deviation from mean of omega torsion
5 40
g 32
]
E 24
2 16
& 8
g
© 124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 15
Z 121
P9
£ 67
<
g 37
N

124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

Residue number Highlighted residues are those that

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

— AR S AANANANR?

|:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

Key:- <™ Helix

e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
AAAARL /\I_V\/‘\/\/\/\/\‘H AAABRAREAAAANA AABAAAAAAAAAAAAAANTRIRAABAAAAAA

T T T T T T T T T T
EDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMK

f. Max. deviation (see listing)

+

* * * ok * * + * * * +
* + o E oo gk o S T ol g kg * ++ ook 4 RE gk g + ++ R +
3 3 ok ok ok wokok sk ook wckk Rk kkk Rk kkkkkokkkokk | k¥
. . .

+ +
sk dkkok kR kokkkokok ok kb kokokkkok |k ok kokokkokkkx
I i I i I I i I i

g. G-factors
Phi-psi [T ] L
Omega = \Hﬂi w\\w iH H [T [ [T
Dihedrals (ENEEEEEEEEEEEEEEEEEEENEEEEEEEEEEE NN SN NN NN EEEEEEEEEEE NN NEEEEEEEEE]
Neests FEEPEEEPEEFEEFEFEEFEE PP R
Mainchain [T T T T T T T T LT T T T T T A T O TP T T T T T P P T T T T ]
Overall \‘\H\\\‘\\H\‘\H\\‘\\H\‘\H\\‘\HH‘HI\‘H\H‘\H\\‘H\H‘\\H\‘H\H‘\\H\‘H\\\‘\\H\‘\H\\‘\HH‘\HH‘H\H‘HH
124 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220

pdblsgp_06.ps
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. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
- 20
2
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32~
5 24
2 16 -
D8
=
© 224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
“E’ 9
£ 6
<
s 3
N
224 230 235 240 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
ARG )— E Ry ANNANANANANANANANNANG=ANGg—
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
RHKWSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLDSTKS SKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMS
f. Max. deviation (see listing)
g. G-factors
Phi-psi m -
il | Byt iealt
Gmega - i ] Eman mEmSmmRsE" i
Dihedrals  [TTEITTTTTITTTTTT] T T T T T T T T T T I T T T T T T T T T T T T T A TR T T
MC angles - A ERSnANANNNRARMANAANANNARASNANNANNARANNANSARANNARANNARNANNSRARRAREARANS
Mainchain  [TTTTTTTTTTTTTTTTT] [EEEENEEEEEEEEEEEEENE NN NN NN
Overall [T T T e T T T T T T T T
224 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70

pdblsgp_06.ps
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Page 17

Residue properties
pdblsqgp

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

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

= 100
S
= 80
B
g 60
£ 40
<
= 20
z

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 omega torsion
5 40
g 32
]
E 24
£ 16
& 8
g
© 73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 15
- 12 -
-
£ 67
<
g 37
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

. ' F T i i ma—
i -
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAA,
KIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKE IDQEAAVEVSQLRDPQHDLERVKKPEWV ILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIR

f. Max. deviation (see listing)

+ +
+ + * 4 EEkE 4 x4 + % * * *
ok kg ok ko ok kg ok * k% sk koksk ok *ok kg * * £ 4 o4 * % * * + * ok
sk dkkok kR Rk okokokok | skk ok R okckokokokkok | kR Rk kkokokokok kR kokok kokokskkokk ok kckokkokskok k% kR skk kx| ko * % ®
I I I I I I I I I i I I I I i I I

CEckkkkk ok k|
L

g. G-factors
T RENNNNRE B l]]*g(ﬂ F BE- WERECE | N
\\7# \\ﬂ»ﬂ» 7\ <H> \\\\77\\\\ HH:.:H r
HH \h \\\\H:Iji [ [ [T NN T AT
O T T T T T T T T T T T T T I T S T T T T T T T A T I T T R T T T T T I
R T P T e T T P P A T P e P T P TP P P P T P TP P A P T T TP PP TTTTTTIII
A e e e e P T T T e P P P T T T T T P P P T T T T T T T P P P P T T T A P P P T T T T P
[EEEEEEEEEEEEE NN NN
T T T o T e e T e T T e T T L T T T LT T
73 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170

pdblsgp_06.ps




PROCHECK

g. G-factors
Phipsi [ m
e ST i i s
Gmega ™t -t e H i n m H
Dihedrals (TN TR T T IITT1T] BT T T T T T I AT I T T T T T T T I T T T ITTTTTT
ME ogtes - I A AT AR A A A A
Mainchain [T T T T T TTT T ITTTTITTTTT] [EEEEEEEEEEEEEEEEEEEEEEE NSNS NN
Overall \‘\H\\H‘\HH‘HHHHH‘H H\H‘\H\H\\H‘\H\\‘H\H‘\\H\‘H\H‘\\H\‘H\\\‘\\HHHH‘HHHHH‘H
173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

. d . Page 18
pdblsqgp

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

>

]

T 80

B

g 60

2 40

<

< 20

z

173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70

Residue number

: b. Absolute deviation from mean of omega torsion

5 40

g 32

]

E 241

£ 16

2 81

g

© 173 180 185 190 195 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number

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

_§ 15

- 12 1

-

£ 67

<

g 37

N

173 180 185 190 195 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed

KGPAPLNLEVPSYEFTSDDMV IVG VSAS SRWLEKIRKWYYNAAGFNKLGLMRDDT IHENDDVKEA IRRLPENLYDDRVFRIKRALDL SMR

f. Max. deviation (see listing)

+

+ * * o4 + + * + *

e T S e A o +* e i o4 * + 4 + ++ +*

* * ok ok ok ok ok ***_*************_***__*_***____***_*_*********_*_***___**********
. . . . . . . i i . .

CEcksk | kkk k| ko
I I i

pdblsgp_06.ps
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. d . Page 19
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
= 204
2
72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
% 32
5 24
2 16
& 8
=
© 72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12
QE) 9
£ 6
<
s 3
N
72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
EN/N/N/NZ/ Ny G I
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
QQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTRACILRVAPP
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ |
i n B ditibdihdnliin
Omega EEN EEETEEEET W [ 11 T i\ [ lj:h AN
Dihedrals  [TTTTTIT I TITTITTITIT AT IITITTTTTTITTIITTTT T AT T TR T T T T T A LT I T I T T I T IT I TT
MC angles - EHFHHHHAH A B A AR
Mainchain [T TTTTT T T T T T T T T T T I T] EEEENEEEEEE NN NN R RN N
Overall LTI I T T I T T T T T I T ITITITTITTTT] I T T T I T T T T T T I T T T I T I ITTTTTTTTT T
72 80 85 90 95 100 105 110 5 10 15 20 25 30 35 40 45 50

pdblsgp_06.ps



—_
o
S

Chi-1 abs. mean dev.

40
32
24
16

Omega abs. mean dev.

15
12

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil only
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

PROCHECK

Page 20

Residue properties
pdblsqgp

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

60 65 70 75

20 25 30 35 40 45 50 55 60 65 70 75
Residue number

b. Absolute deviation from mean of omega torsion

52 60 65 70 75 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
52 60 65 70 75 20 25 30 35 40 45 S50 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

SONANNNG=—— H =N AAAA S ————AAAAA G——

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

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

AAA, AFIAA
FVAFYLVYTWGTQEFEKSKRKNPA ELVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSL
f. Max. deviation (see listing) .
+ 54 4
+ ¥+ g o4+t * * .. * * *
Fpppq 4 ® ook ok ok ok ok k Hk 4 ogkgpokkk kkkkkk kg kky k%4400 %k okk g % + 4+ o+ *8+ 4+
sk kR ok Rk ok R kR okok Rk ok Rk ok ook sk sk ok sk ok ok ok ok ok Hok | kokok Rk ok ok ok

CUkkckkkckkwckkkckkkckk kR kR k¥ k¥ kwokkx ok k
L L L L i L L

g. G-factors

adEaizeail] e and i nd 2] i tanafal i nalfas Hand
RN bt | H EH- b i o
T T T I T T T T T ] T T T A T T T A T T I T T A T T T T T T I T T T A T T T T T T I
5\5\\\H\éé\\\ég\\\%é\\\%g \\\H\\\2\8\\\z\g\\\3\8\\\3\;\\\4\-8\\\4\%\\\S\t\)\\\5\5\\\\6\8\\\6\5\\\\’7\8\\\’7\g\\
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R . d . Page 21
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60
£ 40
<
- 20
2
78 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 40
§ 32~
5 24
2 16
D8
=
© 78 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
= 12 ~
91
£ 67
<
g 37
N
78 5 10 15 20 25 30 35 40 45 50 55 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 —) J =N A== N\
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
—Kr MLSV/‘\ARSGI"FAPV]LSATS]‘(GVAG/‘\LRPLVQAAVPATSESPVLDLKRSVLCRESLRG VAPTLTARLYSLLFRRTSTFAL
f. Max. deviation (see listing)
g. G-factors
Phi-psi ] : ] |
W, f  ETEEEETRETT Bt
- It 1 ot oot | s i - D]Wﬂijii iR
Dihedrals [TTTTT T AT
MC angies ] HHEHH A HAAA A A A
Mainchain  [] T T T T T T T T T T T T T T e T T T T T T T T T T O T T TTITT I
Overall [ BENSRENEENEEENARSARNNAE" SN EENEESCRENSEES - ENECRERNRRN BRI T, T
78 5 10 15 20 25 30 35 40 45 50 55 5 10 15 20

¢ = cis-peptide
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pdblsqgp
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
B
g 60
2 40
<
< 20
z
23 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
5 40
5 32
]
E 24
2 16
& 8
g
© 23 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
- 12
29
£ 6
<
s 3
N
23 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
SONANANANNAN G\ g K =A== G
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible

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

AAAAAAANTIA AAAAAABAAIA AAAAABRAAAAAANTITIEE 1
T i T T T 7 T T T 7 T T T T 7 T 7 T
TI1VVGALFFERAFDQGADAIYEHINEGKLWKH I KHKYEN MLTRFLGPRYRQLARNWVPTAGLWGAVGAVGLVWATDWRL I LDWVPY INGK

f. Max. deviation (see listing)

+ ok ++ * + o+ R4 + + + *
+++ + +Hk 4 + kg kg gk ook Fpg kg R gokg g4 kok + + g ksl okl g *
JREkEkckk kckkckkockkk kkckkckkckk kck ckkkkx kkxk kokkckkckkokkckkokk ok kkkckk ok kokk  kckk  kck ckkckkckkckkkkokk kkk
. . i I . I . . . I . i I I .
g. G-factors
Phi-psi
ure FOTHITRCHOENET AT prrrt ok
glﬁi%&nlz‘ [ [ INEEEN [T [ [T [T
i3 & chi
Omega [T [ T [T [ [T o HHHE:Hﬂ:Hﬂ
Dihedrals  CTTTTTTTTTTTTITTTITTTTITITTTTTTTTITEITINT] AT T T T I T A T T I T T T T T TR T T I TR T
MCbonds [T TT T T T T T T I T T [T T T[T T T[T
MCangles [T T A AT \H\HHH\HHHH\HH\HHH\HHHHHHHHHH
Mainchain [T TTTTT T T I T T T T T T T I I I T I T T T] T I T T T T A T T I T T T T I T TR T
Overall LTI I I T T T T T IT I TTTT I T I T T O T I T I T T I T T T T T T T T T T T T TT T TT T 1T
23 30 35 40 45 50 55 60 5 10 15 20 25 30 35 40 45 50
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pdblsqgp
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 401
<
T 201
S W
52
Residue number
: b. Absolute deviation from mean of omega torsion
_g) 40
g 32
Q
5 24
2 16
& 8
=
© 5
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 15
§ 12
= 9
£ 6
<
s 3
Q
N
52
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
—
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
n
FK
f. Max. deviation (see listing)
g. G-factors
Phi-psi Ave—0.23
Chil-chi2 -0.94
Chil onl -0.23
Chi3 & chi4 % @ 0.26
Omega -0.46
Dihedrals [ O -0.39

MC bonds 0.15
MC angles E} E 0.27
Mainchain  [T] [ 0.22
Overall mj [ -0.15
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Main-chain bond lengths

N

(P;o)

pdblsqgp

(except Pro)

131 135

1.27

1.15 1.19 1.23

562

Kouanbaig

1.11

562

Kouanbai

1.22 126 130 1.34 1.38 142 1.46

562

Kouanbai

120 1.24 1.28 1.32 136 140 1.44

<
°
3
-
Ne
“““““““““““““““ A
- =
Q= o
<< -
(O R 0
<
-
<
~
(=]
<
& =
b
Kouoanbaig
3
A
B
—_
e 7
SO -
o~
-
o
-
-
(=)
@
& it
b
Kouanbai]
<t
2
-
3
O
i~ !
@10 I —
<5 “
) O [ ——— —
s w0
~ S
<
~
(=]
<
& -
Ned
v
Kouanbaig

N-CA
(except Gly,Pro)

CA-CB
(the rest)

CA-CB

(Ile,Thr,Val)

145 149 153 1.57

1.37 141

562

Kouanbaig

1.33

1.52 1.56 1.60 1.64

562

Kouanbai

1.40 144 1.48

1.61 1.65

149 153 1.57

1.45

562

Kouanbaig

1.41

N-CA
(Pro)

8

146 150 1.54 1.5

562

Kouanbai

134 138 1.42

141 145 149 153 1.57

562

Kouanbaig

1.33 1.37

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

pdblsqgp

(Pro)

CA-C-N
(Gly)

CA-C-N

CA-C-N

(except Gly,Pro)

11 116 121 126 131

106

1

676

Kouanbaig

1

131

L
116

126

121

T
111

106

676

Kouanbai

676

Kouanbai

C-N-CA
(except Gly,Pro)

O-C-N
(Pro)

676

Kouoanbaig

137

127 132

122

T
117

T
112

676

Kouanbai]

107

138

118 123 128 133

T
113

676

Kouanbaig

108

CA-C-O

C-N-CA

C-N-CA

(except Gly)

(Pro)

(Gly)

130

125

135

115 120

T
110

676

Kouanbaig

105

127 132 137

122

676

Kouanbai

135

115 120 125 130

110

676

Kouanbaig

105

CB-CA-C

(Ile,Thr,Val)

CB-CA-C

(Ala)

104 109 114 119 124

99

676

Kouanbaig

94

A

120 125

T
115

105

100

676

Kouanbai

95

676

Kouanbaig

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
pdblsqgp

(Gly)

N-CA-C N-CA-C

(except Gly,Pro)

CB-CA-C
(the rest)

[
a
N
B
=
L=
o
R
=
ro
=
N
r=
=~
(=)}
O
G
Kouanbaig
\O
o
S
\O
-
—
“““““““““““““““ .
=
=
=
\O
(=)}
O
&
Kouanbai
el
S
=
j=]
a
Ug}
s
“““““““““““ -
““““““““““““““ -
'a)
=
(=3
=
)
(=)}
O
&
Kouanbai

N-CA-CB
(Ile,Thr,Val)

N-CA-CB

N-CA-C

(Ala)

(Pro)

126

106 111 116 121

101

676

Kouoanbaig

96

125

-
110

120

115

105

100

676

Kouanbai]

95

126

116

106 111

T
101

676

Kouanbaig

96

N-CA-CB
(the rest)

N-CA-CB
(Pro)

O
&
Kouanbai
[ele}
L
e}
r=
“““““““““““““““ «“
“““““““““““““““ =
| OO
(=)}
| on
(=)}
o0
e}
O
&
Kouanbaig

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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RMS distances from planarity

pdblsqgp

Histograms showing RMS distances of planar atoms from best-fit plane.
Black bars indicate large deviations from planarity: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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30+ |
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o o |
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o S ]
10 i
0.00 0.01 0.02 0.03 0.04 0.05 0.00 0.01 0.02 0.03 0.04 0.05
GLN GLU
40 T 40 ;
30 | 30 |
> i > i
Q ! Q |
5 1 5 :
S 20 | =20 i
o | o I
o 1 0] |
- | — |
=2 ; - 1
10 ] 10 !
0.00 0.01 0.02 0.03 0.04 0.05 0.00 0.01 0.02 0.03 05
PHE TRP
40 T 40 ;
30+ | 30+ |
> i > i
Q ! Q |
5 ! 5 1
=20 1 | 3,20 1 |
o | o I
o 1 0] |
- | — |
s ! = |
101 ] 104 !
0.00 0.01 0.02 0.03 0.04 0.05 0.00 0.01 0.02 0.03 0.04 0.05

Page

ASP

1
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(=] S
|

Frequency
S

—
(=]
|

0.00 0.01

1>

0.02 003 0.04 O.

HIS

05

40

Frequency
(33 w
(=) (=]
1 1
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|

0.00 0.01

1>

0.02 003 0.04 O.

TYR

05

Frequency
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—
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|
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p signifies data points off the graph in the direction shown.
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Main-chain bond lengths

CA 1540 CB

0.067

1.607
AVal 11

I
[

CA 1540 CB

0.071

1611
A Val 228

[
I

CA 1540 CB

0.066

1.606
A Val 325

[
[

CA 1540 CB

0.091

1.631
B Vval 17

I
[

CA 1521 CB

0.080

I

1.441
B Ala 151

CA 1540 CB

0.064

[

1.604
B Ile 207

Z

1458 CA

0.062

I
I

1.520
B Asp 250

CA 1540 CB

0.063

[

1.603
B Val 372

CA 1540 CB

0.057

1.597
Clle 4

[
[

CA 1540 CB

0.063

1.603
Clle 69

[

CA 1540 CB

0.076

1.616
Clle 156

[
I

Distorted geometry
pdblsqgp

CA 1540 CB

0.061

1.601
A Val 79

CA 1540 CB

0.051

1.591
A Val 272

CA 1540 CB

0.058

1.598
A Val 366

CA 1525 C

0.057

1.582
B Pro 18

CA 1.525

).053

a

I

1.472
B Tyr 168

CA 1540 CB

).060

[

1.600
B Val 211

CA 1.525

0.051

a

1.474
B Leu 257

CA 1540 CB

).050

[

1.590
B Thr 397

CA 1540 CB

0.065

1.605
Clle 13

CA 1540 CB
)

).(

|

1.619
Clle 79

CA 1540 CB

0.052

1.592
Clle 189

CA 1540 CB CA 1540 CB
0.051 0.086
1.591 1.626

Alle 99 Alle 127

CA 1540 CB N 1458 CA
0.054 0.057
1.594 1.515

Alle 297 A Lys 302

CA 1525 C CA 1540 CB
0.052 0.051
1.577 1.591

A Leu 369 A Val 410
CA 1540 CB CA 1540 CB
0.051 0.053
B Ile 51 B Val 98
N 1458 CA CA 1530 CB
0.061 0.053
B Asn 170 B Ser 175

CA 1540 CB CA 1540 CB
0.054 0.064
1.594 1.604

B Val 219 B Ile 226

CA 1525 C CA 1540 CB

0.068 0.061
B Ile 264 B Ile 264

CA 1521 CB C 1231 O
0.060 0.056
1.461 1.287

B Ala 414 B Ala 425

CA 1540 CB CA 1540 CB
0.054 0.054
1.594 1.594

CVal 14 Clle 19
CA 1540 CB CA 1540 CB
| 0.109 | | 0.056 |
1648 ! 159 !
Clle 92 CThr 112

CA 1525 C CA 1540 CB
0.052 0.052
1.577 1.592

Clle 192 C Val 195

CA 1540 CB

0.053

[
I

1.593
A Val 196

CA 1540 CB

0.05

[
|

1.597
Alle 312

CA 1521 CB

0.074

1.447
A Ala 421

I

CA 1525 C
0.05

|
|

1.577
B Asn 125

CA 1540 CB

0.089

I
1

1.629
B Val 189

CA 1525 C

0.054

I
[

1.579
B Ser 233

C 1231 O

0.059

|
[

1.290
B Ala 281

CA 1521 CB

0.063

I
I

1.458
B Ala 425

CA 1540 CB

0.068

[
[

1.608
Clle 42

CA 1540 CB

0.057

1.597
Clle 115

[
[

CA 1540 CB

1.595
C Thr 203

[
[

Page 1

CA 1521 CB

0.050

1.471
A Ala212

C 1231 O

0.053

1.284
A Phe 324

C 1231 O

).056

1.287
A Pro 427

I

C 1231 O

0.050

1.281
B Ile 146

C 1231 O

0.050

1.281
B His 192

CA 1525 C

0.081

1.606
B Ala 235

CA 1540 CB

0.051

1.591
B Thr 292

CA 1540 CB

0.070

1.610
B Ile 436

CA 1540 CB

0.054
1.594
C Val 66

CA 1540 CB
0.064

1.604
Clle 153

CA 1540 CB

0.055

1.595
CIle 229
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Distorted geometry
pdblsqgp

Main-chain bond lengths (contd)

CA 1540 CB

0.063

1.603
C Val 243

[
I
I
[
[
[

CA 1525 C

0.050

1.575
C Arg 318

I
[
[
[
I
[

CA 1540 CB

0.074

1614
CIle 350

[

0.055

1.595
D Val 46

[ ,
[
[

0.062

1.602
D Thr 132

[ ,

CA 1540 CB

0.055

[

1.595

CA 1540 CB

0.073

[
[

1.613
E Ile 106

0.065

1.605
E Thr 140

|
[

CA 1540 CB

0.061

1.601
E Val 195

[

CA 1540 CB
0.0

|
I

1.612
G Val 53

CA 1540 CB

0.067

1.607
H Thr 50

[
[
[
[
[
I

CA 1540 CB

0.058

1.598
C Thr 257

CA 1540 CB

0.061

1.601
CIle 338

CA 1540 CB

).080

1.620
C Val 356

[

CA 1540 CB

0.062

1.602
D Val 52

CA 1540 CB

).097

|
[
[

1.637
D Ile 158

CA 1521 CB

).069

[
[

1.590
E Ala 64

CA 1540 CB

0.067

1.607
E Val 112

CA 1540 CB

0.062

1.602
E Ile 147

CA 1540 CB

).066

1.606
FVal 6

[

CA 1540 CB

0.054

1.594
G Val 58

CA 1540 CB

0.058

1.598
H Thr 55

CA 1540 CB

0.060

1.600
C Thr 264

CA 1525 C

0.061

1.586
C Val 343

CA 1540 CB

).083

1.623
C Val 364

[

CA 1540 CB

0.056

1.596
D Val 68

CA 1540 CB

0.069

1.609
Elle 5

CA 1540 CB

1.612
Elle 74

CA 1540 CB

).071

|
I
[
[

1.610
E Val 114

CA 1540 CB

).087

[

1.627
Elle 171

CA 1525 C

).051

1.474
F Phe 60

|
I
[
[

CA 1525 C
0.0

1.578
G Asn 73

CA 1540 CB

0.087

1.627
H Val 69

CA 1540 CB

0.055

1.595
C Ile 268

CA 1540 CB

0.078

1.618
C Val 343

CA 1525 C

).055

1.580
D Leu 17

[

CA 1540 CB

).055

1.595
DIle 116

[

CA 1540 CB

0.067

1.607
E Thr 22

CA 1540 CB

).052

[

1.592
Elle 76

CA 1540 CB

0.054

1.594
E Val 127

CA 1540 CB

).063

[
[
[

1.603
E Val 182

CA 1540 CB

0.055

1.595
F Thr 81

CA 1540 CB

).060

1.600
HVal 14

[

CA 1525 C

0.059

1.584
IVal 4

CA 1540 CB

0.069

1.609
ClIle 284

CA 1525 C

0.051

1.576
C His 345

CA 1540 CB

).080

1.620
D Ile 26

[
I

CA 1540 CB

).065

1.605
D Val 117

[

CA 1540 CB

).061

0.061

1.601
E Ile 81

[ .
[

CA 1540 CB

0.061

1.601
E Val 133

CA 1540 CB

0.065

1.605
E Val 193

CA 1540 CB

0.065

1.605
Glle 34

CA 1525 C

0.092

1.617
I'Ala 17

Page 2

CA 1540 CB

0.062

1.602
C Ile 304

CA 1540 CB

0.087

1.627
CIle 348

N 1458 CA

0.051

1.509
D Val 36

CA 1540 CB

).0:

1.592
D Val 127

|

CA 1540 CB

0.084

1.624
E Val 55

[

CA 1540 CB

0.051

1.590
E Thr 102

CA 1540 CB

0.060

1.600
E Val 138

CA 1540 CB

0.059

1.599
E Ile 194

CA 1540 CB

0.053

1.593
G Val 48

CA 1540 CB

0.063

1.603
H Val 31

[

N 1458 CA

0.056

1.514
IThr 18
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Main-chain bond lengths (contd)

CA 1540 CB CA 1525 C N 1458 CA CA 1525 C CA 1540 CB CA 1525 C
1.594 1.620 1.509 1.594 1.629 1.575
IVal 22 ILeu 26 ILeu 26 I Arg 27 I'val 30 I Ala 36
CA 1525 C CA 1540 CB CA 1540 CB CA 1525 C CA 1525 C CA 1540 CB
1.578 1.637 1.614 1.585 1.591 1.627
I Thr 37 I Thr 37 I'Val 42 I Asp 44 ILeu 45 IVal 49
N 1458 CA N 1458 CA CA 1525 C CA 1525 C CA 1525 C CA 1540 CB
1.518 1.512 1.587 1.587 1.581 1.615
ILeu 50 ICys 51 IGlu 53 I Ser 54 Jval 1 Jval 1
CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB CA 1525 C N 1458 CA
1.593 1.602 1.604 1.607 1.580 1.511
JThr 4 J1le 46 J1le 55 K Val 33 K Asp 37 K Asp 37
N 1458 CA N 1458 CA CA 1540 CB CA 1525 C CA 1540 CB CA 1540 CB
1.515 1.404 1.605 576 1.595 1.604
K Trp 38 K Arg 39 Klle 41 K Trp 44 K Val 45 K1Ile 48

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

Main-chain bond angles

N 112.5 C N 111.2 C N 112.5 C N 111.2 C N 111.2 C
CA CA CA CA CA
C Gly 157 C His 345 D Gly 159 I Arg 27 ILeu 43

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

Planar groups

T | L T |

CB

0.022
A Asn 53

CB

0.032
A Tyr 185

0.058
A Asp 281

0.030
A Phe 307

0.020
B Asn 61
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Planar groups (contd)
RS G S
CB CB
0.032 0.028 0.020 0.028 0.042 0.039
B Asn 104 B Asn 125 B Asn 154 B Asn 170 B Tyr 177 B Phe 199
CloX) Yl X
@3 cB
0.030 0.028 0.027 0.026 0.034 0.045
B His 240 B Asn 248 B Asp 250 B Asn 351 C Asn 85 C Phe 90
Yl v L] X
CB CB
CB o o
0.051 0.023 0.032 0.022 0.036 0.022
C His 97 CAsn 114 C Tyr 224 C GIn 322 C His 345 C GIn 352
T | T
CB CB CB -B -
0.038 0.030 0.047 0.021 0.044 0.029
D Tyr 33 D Tyr 220 D Tyr 237 E Asn 179 FTrp 19 F Asp 42
T |
CB CB CB CB
0.032 0.031 0.035 0.023 0.032
F Tyr 55 F Tyr 89 F Trp 107 H Asp 41 K Phe 52
Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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