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Plot statistics

90

Residues in most favoured regions [A,B,L] 1696 89.8%
Residues in additional allowed regions [a,b,l,p] 183 9.7%

Residues in generously allowed regions [~a,~b,~l,~p] 8 0.4%

Residues in disallowed regions 2 0.1%

Number of non-glycine and non-proline residues 1889  100.0%
Number of end-residues (excl. Gly and Pro) 16

Number of glycine residues (shown as triangles) 180

Number of proline residues 100

Total number of residues 2185

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
2fbw
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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

2fbw

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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Asp (108)

Asn (62)

Chi1-Chi2 plots
2fbw

Arg (110)
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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.
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Phe (68)

Met (52)

Chi1-Chi2 plots
2fbw

Lys (120)
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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.
.ps

2fbw_03



PROCHECK

Main-chain parameters

2fbw

20 A

Oa. 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 1889 89.8 82.6 10.0 0.7 Inside

b. Omega angle st dev 2175 2.0 6.0 3.0 -1.3  BETTER
c. Bad contacts / 100 residues 7 0.3 5.2 10.0 -0.5 Inside

d. Zeta angle st dev 2005 1.2 3.1 1.6 -1.2 BETTER
e. H-bond energy st dev 1430 0.7 0.8 0.2 -0.8  Inside

f. Overall G-factor 2185 0.3 -0.4 0.3 2.4  BETTER
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Side-chain parameters
2{bw

a. Chi-1 gauche minus

1

0

15 20 25 30 35
Resolution (Angstroms)

4.0

c. Chi-1 gauche plus
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b. Chi-1 trans
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d. Chi-1 pooled standard deviation

Standard deviation (degrees)

10 15 20 25 30 35 40 10 15 20 25 30 35 40
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5Oe. Standard deviation of Chi-2 trans angle
10 15 20 25 30 35 40
Resolution (Angstroms)
Plot statistics
Comparison values No. of
No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 261 11.9 19.0 6.5 -1.1  BETTER
b. Chi-1 trans st dev 546 119 19.7 5.3 -1.5 BETTER
c. Chi-1 gauche plus st dev 910 10.2 18.3 4.9 -1.7 BETTER
d. Chi-1 pooled st dev 1717 11.1 18.9 4.8 -1.6  BETTER
e. Chi-2 trans st dev 584 11.2 20.9 5.0 -2.0 BETTER
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Residue properties
2fbw

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

—_
o
S

80 1

40
20

Chi-1 abs. mean dev.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Residue number

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

N A~ N

Zeta abs. mean dev.

9 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105

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

d. Secondary structure & estimated accessibility

S S— /N SN BN NANAN

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

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

BAAAAAAAAAAAAAA B AAAAAAAAAAAAAAAAAAATL  AAIEIA
T 7 T T T T T T T T 7 T T T 7 T T 7 T T
STQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGG INAALGNMEDDNWRWHFYDTVKGSDWLGDQDA THYMTEQAPAAV 1

f. Max. deviation (see listing)

+ + ++ ++ + * Fyoo4
JkREk Ok kkk % k¥ JRck o ckekeckk kR ok ok ok ok ok ok Rk kR kR oxk
. . i i .

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Phi-psi
Chil-chi2 . n F H
Chil onl; J

Overall
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Residue properties
2fbw

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205
Residue number

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

109

Zeta abs. mean dev.

109 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

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

d. Secondary structure & estimated accessibility

" e\ B e S e

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

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

: ABBAAAAA A/ : ‘ — AANFEAARL IEEA £ : AAAAABAAARABRAAAAAAAANIA AABL AAAAAAARL A :
ELENYGMPFSRTEEGK I YQRAFGGQSLQFGKGGQAHRCCCVADRTGHS LLHTLYGRSLRYDTSYFVEYFALDLLMENGECRGV IALCIEDGT IHRFRAKN

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 n
Chil onl;
Chi3 & chi4

Omega H
[T
[T
[
[T
[T
30

Dihedrals
MC bonds

MC angles
Mainchain

Overall
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Residue properties
2fbw

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305

Residue number

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

N A~ N

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

209 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

300 305

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

Residue number

d. Secondary structure & estimated accessibility

e B/ R N

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

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

AAAEA B AAAAAAAAAAARIA ‘ : ‘ : ‘ : : : AAABIAA ‘ ‘ ‘ ‘ :
TVIATGGYGRTYFSCTSAHTS TGDGTAMVTRAGLPCQDLEFVQFHPTG1YGAGCL I TEGCRGEGGI L INSQGERFMERYAPVAKDLASRDVVSRSMTIEI

f. Max. deviation (see listing)

g. G-factors
T = SR | n EmE
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[ u
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Residue properties
2fbw

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405
Residue number

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

N A~ N

Zeta abs. mean dev.

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405

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

d. Secondary structure & estimated accessibility

T N A N e e e—

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

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

: : ‘ ‘ : ‘ AAAAAAAAL AAMAABAAAAARIAAAIAAA  AAAIAA AAAAAARL 4 ‘ ‘ ‘ WALTN
REGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEP I PVLPTVHYNMGG I PTNYKGQV I THVYNGEDKVVPGLYACGEAASASVHGANR

kR ok kk kR wk %
L L

g. G-factors

Phi-psi

Phipsi | L<H o M L<H
Chil only

Chi3 & chi4
Omega

Dihedrals

T T T I T T T T T T T T
MCbonds [T TTT T T T TTTTT T IITTTTTT]
MCangles [ T A A T

[EEEEEEEEEEE NN N
LI T T T T ITT I T T

Mainchain

Overall

\

\

\

\

T T T T T T T T T T T T T T T \‘

309 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390

¢ = cis-peptide
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Residue properties
2fbw

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.
N B~ OV ©

Omega abs. mean dev.

N A~ N

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Chi3 & chi4

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

b. Absolute deviation from mean of omega torsion

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505
Residue number

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

409 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

Y, N Y N

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

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

EAAAAAAAAA AAAAAAAAABAAA TIAAAAAAAAA AAAAAAAAAAAAAR
T T i 7 T T T T 7 T T T T 7 T T T T 7 T
LGANSLLDLVVFGRACALTIAETCKPGEPVPS IKPNAGEESVANLDKLRFADGT IRTSEARLNMQKTMQSHAAVFRTGS I LQEGCEKLSQIYRDLAHLKT

f. Max. deviation (see listing)
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Residue properties
2fbw

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605
Residue number

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

N A~ N

Zeta abs. mean dev.

509 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605

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

d. Secondary structure & estimated accessibility

M\ =

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

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

FDRGIVWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDYKLR IDEFDYSKPLQGQQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPVIDRTLNE

f. Max. deviation (see listing)

g. G-factors

Phi-psi [IEN| T
Chil-chi2 *]:H Hﬂ i ]
Chil only

Chi3 & chi4
Omega

Dihedrals

T
MCbonds [TTTTT
MCangles [T

[TTTTT
[TTTTT
T

Mainchain

Overall

!
\
[
I
\
I
[
509 515
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Residue properties
2fbw

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

>

g 80

£ 60

:;g 40

20

5

609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80

Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number

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

=~ 10
S
= 87
5 6.
=
g4
<
g 27
o]
N
609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
EDCSSVPPAIRSY TSRIKKFS | YRWDPDKPGDKPRMQTYEVDLNKCGPMVLDAL 1K I KNELDSTLTFRRSCREGI CGSCAMNTAGGNTLA
f. Max. deviation (see listing) .
4 +
+ + + 4 + + 9 *: +
T T Lok sk sk sk k%% . Uk sk ok ok % P %
g. G-factors
(Pé}llliii -SCihi N AN I m,l NN
Chil onl;
Chi3 & chi4 [T
Omega [ [T
Dihedrals [T TTTTTTTTTTT] T T TP LTI T T T T T T T I T T T LT T T T T I I T I T T]
C bonds
MC angles - EHHHH A A A Al
Mainchain [T TTTTTTTTTTT] T T I T T T T T T T T T T T T T T T T T T T T P T I T
Overall [T OO L T T e T T ]
609 615 620 15 20 25 30 35 40 45 50 55 60 65 70 75 80
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Residue properties
2fbw

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

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

=~ 10
3
= 87
S 64
E
£ 47
<
g 27
N
85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
FAAAAAATAAAAAAAAAAATL ATIAA
CTKKIDPDLSKTTKI YPLPHNIYVVKDLVPDILSNFY/—L\QYKS ‘I EPYLI‘(KKDES‘KQGKI‘EQYLQS‘ I EDRéKLDGLYEC I LCACCéTSCPéYWNéDKYLéPAVL
f. Max. deviation (see listing) .
* 6
*II * I *I *: w:; *J« :4« k% ok ok ok * :Ix*j«— k% % %k IZ* * % ;t
g. G-factors
5}1‘3{ i o el H R
Chil onl
Chi3 & chi4 I
Omega [T
Dihedrals [T T T T T T T T O I T LR L L T T L T L L L T T
v sngies - HEFRHHHRHHHRHHFHFHRA AR A A A A A
Mainchain [T T T L L L T T T T L L L L T LT
Overall [T I L I I T T T L L T L T T
85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180

2fbw_06.ps



PROCHECK

185 190 195 200 205 210 215 220 225 2

R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
2
185 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
% 8
E 6
£ 4
& 2
=
© 185 190 195 200 205 210 215 220 225 230 235 240 245 10 15 20 25
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
185 190 195 200 205 210 215 220 225 230 235 240 245 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
N VYN AR
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
ARA
MQAYRW[ DS]‘(DDYTE‘lERLA(‘)LQDPl‘:SLYRéHT IMIQCTRT&PKGLI{IPGKA i AEI Kl‘(MMATY‘K ATTAKEEMARFWEKNTKS SRPLSPHIS I
f. Max. deviation (see listing)
g. G-factors
Phi-psi _ N W] o]
Gl TR SR : 1
8h13&cl4 [ H [ I [
mega [ [ [T [
Dihedrals  [TTTTTTTTTITTITTTTTITITT T I T I T T I T I TTTTTTIT] T I II T T T T
MC angles - A A EH AN
Mainchain [T TT T T T T T I T T I T T T IT T I T IT TTT T TITTTTTTTT [EEEEEEEEEEEENENEEENEN NN
Overall LTI T T T T T T I T T T T R T I T T T T T T TP T T I T T ITTTITTIITTITITTT] LTI T ITTITTITITTT
30 235 240 245 10 15 20 25

2fbw_06.ps
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Page 10

Residue properties
2fbw

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125
Residue number

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

=~ 10
3
= 87
S 64
g
£ 47
<
g 27
N
30 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
NANAN/N N/ NN NG s NN NN\ NI NN SONAA
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
+KWSL§MAMSiTHRG+GVAL§LGVSLFSVAALLLPEQFPH%VAVVkSLSLéPALI+SAKFALVFPLSYHTWNG1RﬁLVWDMGKGFkLSQVéQSGVQVLIL
f. Max. deviation (see listing)
g. G-factors
ChiPehia A
Chil onl
Chi3 & chi4
Omega
Dihedrals LT TT T TTT I T I T I T T T I T T T T T T T T T T T T T T T T T T T T T I T T T T T T T T T T I T I T T ITITITT
Netents  FEFFEFFEPEEFEFFEPEFEEF PR
Mainchain [T 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 T T
Overall [T L T T L T L LTI T
30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125

2fbw_06.ps
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R . d . Page 11
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
<
£ 60
£ 40
<
= 204
2
130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 &0
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£ 4
D21
=
© 130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
3 o]
£ 07
£ 47
<
g 27
N
130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
NN\ D =N ANVAA VA NVANAA G NN
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
TLLSSAGIAAIS SKAASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLGQVITDYVHGDTP IKVANTGLYVLSAITF
f. Max. deviation (see listing)
g. G-factors
ChiPehio - u
Chil onl;
Gmega 4
Dihedrals [T TTTTTTTTET] T I T T T T T T T P P T T T I TT T I T TITPT  T I I
MC angies - EMSNRMARMANANNARRARANNANNANMSNANNANNNNANNANANRANNANAA=ANSANNANNNRANRAREARANS
Mainchain  [TTTTTTTTTTT] [EEEEEEEEEENE NN NN NN RN
Overall  [TTTTLITTILL] OO T L L LI T T T L L LI L T LI T LI LTI IT]
130 135 140 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

2fbw_06.ps
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R . d . Page 12
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
2
81 90 95 100 IS5 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
5 0]
E 6
£
5 2
=
© 81 90 95 100 IS 20 25 30 35 40 45 50 55 60 65 70 75
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
§ 8
g 6
3 4
<
s 2
N
81 90 95 100 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
AAON— N I VAVAY: e & 4
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
A_AAAAAAAIA ‘ ‘ ‘ ‘ = : : A AAAAAAAAAAAAAAAAAAARL ‘ : ‘
TGLCYFNYYDVGICKAVAMLWS I TQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGG INAALGNMEDDNW
f. Max. deviation (see listing)
g. G-factors
Phi-psi N ] H |
i st it
Chi3 & chi4 I [
Omega [T [ [T
Dihedrals  [TTTTTTTTTTTITTITITTITEIT] T T T T LT T T T T T T I T I T A [T T T T T T I
MC angles - A HH A A A A A
Mainchain [T T TTTTTTTTITTTTTTTIT] T T I T T T T I T T T T T A [T I T I
Overall LITTITTTITITIITITTITTITT EEEEESEEEESEEEEEE NSNS NSNS NN EEE NN NN NN NN NN
81 90 95 100 15 20 25 30 35 40 45 50 55 60 65 70 75

2fbw_06.ps
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Residue properties
2fbw

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

77 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 omega torsion

Omega abs. mean dev.
N BN

77 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

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

N A~ N

Zeta abs. mean dev.

1 8 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

M ANANNES S St — AN B

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

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

T T T T T T T T T T T T T T T T T T
RWHFYDTVKGSDWLGDQDA THYMTEQAPAAVIELENYGMPFSRTEEGK I YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLHTLYGRSLRYDTSYFVEY

f. Max. deviation (see listing)

+ +
s %ok *

Phi-psi

Chil-chi2 n [
Chil onl;
Chi3 & chi4

Omega H
[T
[T
[
[T
[T
30

Dihedrals

MC bonds
MC angles

Mainchain

Overall

2fbw_06.ps
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Residue properties
2fbw

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N
1

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275
Residue number

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

N A~ N

Zeta abs. mean dev.

177 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAATIA AN AAAAAAAL AAAAAAAAAAAATA Bl AAAAAANTAAARIA : ‘ : ‘ ‘ ‘ ‘ : ‘
FALDLLMENGECRGV IALCIEDGT IHRFRAKNTV IATGGYGRTYFSCTSAHTSTGDGTAMVTRAGLPCQDLEFVQFHPTG1YGAGCL I TEGCRGEGGI L1

f. Max. deviation (see listing)

+ ++ + +
sokkk kR s kkk |k kkk | kk kR Rk * * * ok %
i I

g. G-factors

Phi-psi ]

Chi-chi2 (f]—H o T
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2fbw_06.ps



PROCHECK
Page 15

Residue properties
2fbw

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

—_
o
S

80
60
40
20

Chi-1 abs. mean dev.

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375
Residue number

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

Zeta abs. mean dev.

277 285 290 295 300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375

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

d. Secondary structure & estimated accessibility

e v\ N\ R m A AU m— 5 —

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

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

NSQGERFMERYAPVAKDLASRDVVSRSMT I EIREGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMI FAGVDVTKEP I PVLPTVHYNMGGI PTNYKG

f. Max. deviation (see listing)

# kg ok kg * ++
. i I

g. G-factors
Ellllll -SCihiz ETm NEE | L<H H L<H
Chil onl;

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

2fbw_06.ps
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Residue properties
2fbw

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

377 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

377 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475
Residue number

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

N A~ N

Zeta abs. mean dev.

371 385 390 395 400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475

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

d. Secondary structure & estimated accessibility

) ——AYAYA 4 NN AN

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

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

AAAAAANL A ‘ ‘ ‘ ABAA BAAAAAAAAA AAAAAAAAABAAA TBAAAAAAAAA AAAAAAAAAAAAARL BAAAAAAAAAAAAAA
QVITHVNGEDKVVPGLYACGEAASASVHGANRLGANSLLDLVVFGRACALT IAETCKPGEPVPS IKPNAGEESVANLDKLRFADGT IRTS EARLNMQKTM

f. Max. deviation (see listing)

Phi-psi

Chil-chi2 n H -
Chil only

Chi3 & chi4
Omega ]

Dihedrals [
MC bonds }
[

MC angles
Mainchain

[

[

[

[
Overall [ i I
377 385 39

¢ = cis-peptide

2fbw_06.ps



PROCHECK
Page 17

Residue properties
2fbw

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

477 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

477 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575
Residue number

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

Zeta abs. mean dev.

477 485 490 495 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575

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

d. Secondary structure & estimated accessibility

o N U - T e =

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

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

QSHAAVFRTGS ILQEGCEKLSQIYRDLAHLKTFDRGIVWNTDLVETLELQNLMLCALQT I YGAEARKESRGAHAREDYKLR IDEFDYSKPLQGQQKRPFE

f. Max. deviation (see listing)
4

* %

-7 +
k%

%

Phi-psi N ]

Chil-chi2  [] mH H H

Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2fbw_06.ps
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Page 18

Residue properties
2fbw

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

= 100
S
= 80
g
g 60
£ 40
<
- 20
2
577 585 590 595 600 605 610 615 620 15 20 25 30 35 40 45 50
Residue number
: b. Absolute deviation from mean of omega torsion
é 10
§ 8
E 6
2 4
& 2
=
© 577 585 590 595 600 605 610 615 620 IS5 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
571 585 590 595 600 605 610 615 620 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
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
AAMAAAAAAABAAAIIA  ABAAAAAAAAAAATIA
EHWRKHTLSYVDVKSGKVTLKYRPVIDRTLNEEDCSSVPPAIRSY TSRIKKFé lYRWE)PDKPC‘iDKPRl\‘/lQTYE\‘/DLNKéGPMVILDAL I kIK
f. Max. deviation (see listing)
g. G-factors
ChiPen [ H ||
Chil onl;
Chi3 & chi4
Omega
Dihedrals  [TTTTTITITITTTITTTTTIITIITIITIITITITTIITIIITIITITITT] (EEEEEEEEEEEEEEEE NN
MC angles - EHEHHH A EH A A
Mainchain [T TTT T T T T T T T T T T T I T T T T T T T T [EEEEEEEEEEEEEEEEEENE NN
Overall [T T T LT T T T T T OO T I I T T T
577 585 590 595 600 605 610 615 620 15 20 25 30 35 40 45 50

2fbw_06.ps
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Residue properties
2fbw

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

53 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

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

N A~ N

Zeta abs. mean dev.

53 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150

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

d. Secondary structure & estimated accessibility

e A et A

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

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

T T T T T T T T T T T T T T T T T T T
NELDSTLTFRRSCREGICGSCAMNIAGGNTLACTKKIDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKS IEPYLKKKDESKQGKEQYLQS I EDRQKL

f, Max. deviation (see listing)
5

+

Phi-psi

P, PR e e - ol
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2fbw_06.ps
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Residue properties
2fbw

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
N BN

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245
Residue number

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

Zeta abs. mean dev.

153 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245

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

d. Secondary structure & estimated accessibility

VA AN\ RN N AR

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

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

ABAA ARA
T T T T T T ; 7 7 T T T T T T T 7 T T
DGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHT IMNCTRTCPKGLNPGKATAE IKKMMATYK

f. Max. deviation (see listing)
6

+ +3 + + + o+t + + * * * +%
Lk k sk ko ok kok % * * % %

Chil onl;
Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles
Mainchain

Overall

E}lllll -SCihiz RS EERENE. | H I::H L<H
I
[l
[
[
[l
[
[
19

2fbw_06.ps
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Residue properties
2fbw

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

2 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

Omega abs. mean dev.
N BN

2 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.

2 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

| A A - AN N NN NN NNt /NN tN/NI/NIN/\/

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

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

ATTAKEEMARFWEKNTKS SRPLSPHIS I YKWSLPMAMS I THRGTGVALSLGVSLFSVAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWN

f. Max. deviation (see listing)

+ * + + + + + 4 + + + + +
* * F % * % % * * % %

Phi-psi

Chil-chi2 H .::H -
Chil onl;

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

2fbw_06.ps



Phi-psi
Chil-chi2
Chil onl;
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Chi3 & chi4

PROCHECK

Page 22

Residue properties
2fbw

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

= 100
S
o 80-
<
£ 60
£ 40
<
= 201
z

102 110 115 120 125 130 135 140 10 15 20 25 30 35 40 45 50

Residue number
: b. Absolute deviation from mean of omega torsion
z 10
5 8
]
g 6
£ 4
& 2
g
© 102 110 115 120 125 130 135 140 10 15 20 25 30 35 40 45 50
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion

_§ 10
5 o)
E 0]
£ 47
<
g 27
N

102 110 115 120 125 130 135 140 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

N N N NN 7N/ I T A AN N A A A A NN

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

e. Sequence & Ramachandran fﬁ%ons A Most favoured ® Allowed [ Generous B Disallowed

BAAAAAAAAAAAAAAAAA  AAAAAAATIR
T 7 T 7 T 7 T i T
SKAASLHWTSERAVSALLLGLLPAAYLYPGPAVDYSLAAALTLHGHWGLG

T T T T T T T T
GIRHLVWDMGKGFKLSQVEQSGVVVLILTLLSSAGIAAIS

f. Max. deviation (see listing)

++
* ok ok

2fbw_06.ps
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Residue properties

2fbw

Page 23

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

53 60 65 70 75 80 85 90 95 100
Residue number

b. Absolute deviation from mean of omega torsion

|

Omega abs. mean dev.
N BN

60 65 70 75 80 85 90 95 100
Residue number

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

N A~ N

Zeta abs. mean dev.

|

60 65 70 75 80 85 90 95 100
Residue number

d. Secondary structure & estimated accessibility

SONGNNNANAAYAAG—AN g—

Key:- </ Helix [) Betastrand == Random coil Accessibility shading:

B Buried

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

0 Accessible

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

T T T T T T T T T T
QVITDYVHGDTPIKVANTGLYVLSAITFTGLCYFNYYDVGICKAVAMLWS I

f. Max. deviation (see listing)

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

2fbw_06.ps
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2fbw

Main-chain bond lengths

PROCHECK

a) <t [
<} ° N
L g LA
- - —_
S ) -2
B T [ — = T —
\\\\\\\\\\\\\\\\\\\\\\\\\\ /Mm <>
< g 9= @ Jo <
o\ — - << - B[ —
N C \\\\\\\\\\\\\\\\\\\\\\\\\\\ [e'e) Q —
- = 5 =
- - s -
v < [
- <t 1cn
= S a
8 - 8 - 8 -
~ ~ ~
Kouanbaig Kouoanbaig Kouanbaig
o o <t oo
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Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
.ps
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Main-chain bond lengths

CA 1540 CB CA 1540 CB CA 1521 CB CA 1525 C CA 1521 CB CA 1540 CB
1.594 1.593 1.574 1.616 1.575 1.592
A Val 237 A Thr 372 A Ala 398 B Arg 66 B Ala 84 N Thr 57
CA 1540 CB CA 1521 CB CA 1521 CB CA 1525 C CA 1521 CB
1.592 1.576 1.574 1.609 1.610
N Val 58 N Ala 226 N Ala 398 O Arg 66 O Ala 84

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

Main-chain bond angles

N 111.2 C N 111.8 C N 111.2 C N 112.5 C N 111.2 C N 111.2 C
CA CA CA CA CA CA
A Phe 51 A Pro 52 A Gln 61 A Gly 140 A Val 149 A Thr 255
1125 111.2 1112 1112 111.2 1112
AGly256 AIle264 AAsp588 BLys 23 BCys 65 BPheZlO
111.2 inn2 111.8 112.5 111.2 111.2
B Tyr 213 N Phe 51 N Pro 52 N Gly 140 N Val 149 N Thr 255
N 112.5 C N 111.2 C N 111.2 C N 112.5 C N 111.2 C N 111.2 C
CA CA CA CA CA CA
N Gly 256 N Ile 264 N Phe 283 N Gly 421 N Asp 588 O Cys 65
111.2 111.2 111.2
OPheZlO OTyr213 OThr244

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
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Planar groups (contd)
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Distorted geometry
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Planar groups (contd)
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Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.
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