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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 1255 73.1%
Residues in additional allowed regions [a,b,l,p] 411 23.9%
Residues in generously allowed regions [~a,~b,~l,~p] 36 2.1%
Residues in disallowed regions 15 0.9%
Number of non-glycine and non-proline residues 1717 1000%
Number of end-residues (excl. Gly and Pro) 49
Number of glycine residues (shown as triangles) 127
Number of proline residues 107
Total number of residues 2000

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

3bcc

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
3bcc
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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
3bcc
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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
3bcc
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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.
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Chi1-Chi2 plots
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Main-chain parameters
3bcc
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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 1717 73.1 53.6 10.0 20 BETTER
b. Omega angle st dev 1958 13 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 273 136 32.6 10.0 -19 BETTER
d. Zetaangle st dev 1830 12 31 16 -1.2 BETTER
e. H-bond energy st dev 1253 1.0 1.2 0.2 -0.8 Inside

f. Overall G-factor 2000 0.1 -1.0 0.3 35 BETTER
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a. Chi-1 gauche minus

Side-chain parameters
3bcc

b. Chi-1 trans

50 50
g 8 40
o] oy
k=) =
= § 397
B &
-§ -§ 20
e ©
@ @ =
°© e]
8 g 10
7] 0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50 c. Chi-1 gauche plus d. Chi-1 pooled standard deviation
8 40 ¢
o] oy
k=) =
§ 397 5
B &
g 20- g
e ©
o] = o4
°© e]
g 10 &
7] 0]
10 15 20 25 30 35 40 10 15 20 25 30 35 40
Resolution (Angstroms) Resolution (Angstroms)
50e. Standard deviation of Chi-2 transangle
g a0-
o]
k=)
5 304
g 3bcc
s 20
e
&
°©
& 104
7]
10 15 20 25 30 35 40
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 250 131 318 6.5 -29 BETTER
b. Chi-1 trans st dev 555 13.6 30.1 53 -31 BETTER
c. Chi-1 gauche plus st dev 691 13.9 28.8 4.9 -30 BETTER
d. Chi-1 pooled st dev 1496 13.8 29.7 4.8 -3.3 BETTER
e. Chi-2 trans st dev 440 12.2 28,5 5.0 -3.3 BETTER
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Residue properties .
3bcc

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

4

10 156 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

Omega abs. mean dev.

10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 1
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

4

10 15 20 25 30 35 40 45 50 55 60 65 70 75 8 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 el i~ T )\

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

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

YAQALQSVPETQVSQLDNGVRVASEQSSQPTCTVGVWI DAGSRY ESEKNNGAGY FLEHLAFKGTKNRPONAL EKEVESMGAHLNAY SSREHTAYY | KALS

f. Max. deviation (see listing)

Lowy

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall
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PROCHECK

Omega abs. mean dev. Chi-1 abs. mean dev.
N A O ©

Zeta abs. mean dev.
N A OO

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

Residue properties
3bcc

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

80
60
40
20

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

b. Absolute deviation from mean of omegatorsion

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

104 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200

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

d. Secondary structure & estimated accessibility

KDVPKAVELLADIVQNCSLEDSQI EKERDV I VRELQENDTSMREVVFNYLHATAFQGTGLAQSVEGPSEN I RKL SRADLTEYL STHY TAPRMVLAAAGGV

f. Max. deviation (see listing)

+ +
+ + * ++ + kg x * * +++ +
bk Kk pppr kA xk bk gk kgt gk Rk g kg kK ppkkk oy 4+ * ok +x x4 + + o+
* %% * % * * % % * ok kk * %

ko ok Kk ok Kk Kk ok Kk K KRk KKk Kk Kk k Kk khkk Rk KAk Kk kK kK kk Kk Xk ok k k& %

g. G-factors
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Residue properties
3bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

204 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

204 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

204 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300

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

d. Secondary structure & estimated accessibility

AN — e mm— e A\ R N

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

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

FEAAABAAAATAR ATARIARIA AABAAREAAAAAAAAA
T T T T T T T T T T T T T T T T T T T
EHQQLLELAQKHFGGVPFTYDDDAVPTL SKCRFTGSQI| RHREDGL PLAHVA | AVEGPGNVAHPDLVALQVANA | | GHYDRTYGGGLHSSSPLASI AVTNKL

f. Max. deviation (see listing)

* 4t * 4 * +
4y Kk pkkk gL 4o +* + + o+ + S+ kA 4 kx4 % Sx ek kax b ok o
************************************************************

Phi-psi _ [T T T e -Iil,,ﬂ H::- H:FI]I,III
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Omega
Dihedrals [

I
MChbonds []
MCangles []
[

[

Mainchain |

Overall [
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ECK
Page 4

Residue properties
3bcc

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

% 100
% 80
e 60
g w0
< 20
&
304 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
£ 4
o 2
S
O 304 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
E o
g 4
N

304 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400

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

d. Secondary structure & estimated accessibility

m——mm— NANANMANNTEANAN AN

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

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

CQSFQTFSICYSETGL FGFYFVCDRMS | DDMMFVLQGQMRLCTS| SESEVLRGKNFLRNALVSHLDGTTPVCED I GRELLTYGRRI| PLEEWEERLAEVD

f. Max. deviation (see listing)
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Residue properties
3bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

404 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 65
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

404 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 65
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

N B O

Zeta abs. mean dev.

404 410 415 420 425 430 435 440 445 25 30 35 40 45 50 55 60 65

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

d. Secondary structure & estimated accessibility

A e TR P T s —

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

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

ARERAARTA] TIN_IN_H_I/\J_I/\A AAATH
T T T T T T T T T
ARMVREVCSKY | YDQCPAVAGPGP | EQL PDYNR I RSGMFWLR PPHPQDLE I TKLPNGLV IASLENY SPGST I GVF I KAGSRYENSSNLGT

f. Max. deviation (seelisting)
45 +

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

(F;ﬁi_ -Scihi 2 BT ::]A -14#;1#,,# H:IDI:,:- Il,#,,:#:,
Chilonl ] [T N
Chi3 & chi4
Omega

Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.
N A OO ©

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Chi3 & chi4
Omega

Dihedrals

MC bonds
MC angles

Mainchain

Overall

K
Page 6

Residue properties
3bcc

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

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
Residue number

b. Absolute deviation from mean of omegatorsion

66

66 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165

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

66

d. Secondary structure & estimated accessibility

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

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

ABAAA A
SHLLRLASSLTTKGASSFKI TRGI EAVGGKL SVESTRENMAYTVECLRDDVE | LMEFLLNVTTAPEFRPWEVADLQPQLK I DKAVAFQNPQTHV | ENLHA

f. Max. deviation (see listing)

g. G-factors

T T T H (NN | [N H INEESE H [N
nEet b ! H

T T I T A 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 TR T T T T I T T T I T T T T T T ]
I T A A T T T T T A T T T T T T T A
e e e e e e e e T e e e e e T e e T T e e e P T T e T T e T P T P T T
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
G L T T T T T T T T T T T L T T L T T T LT T LT T LT T LI
66 75 8 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165
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Residue properties
3bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265

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

d. Secondary structure & estimated accessibility

e N mm e e

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

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

AATH I AAFAARAABIAA  AAAABIAAAAAAAARRARAFARER B AAAAAAARAAAAARRIARL A [H ﬁl‘V\/\/\/} : : : :
AAYRNALADSLYCPDYRIGKVTSVELHDFVQNHFTSARMALVGLGV SHPVLKNVAEQL LN | RGGLGL SGAKAKYRGGE | REQNGDSLVHAA I VAESAAI G

f. Max. deviation (see listing)

* +
*

*+
*
P
*+

*+

g. G-factors
Phi [ T EENSEE B NS N [ WS [
G it o i e o
Omega H H mEaEE AEENEREREREREN
Dihedrals [T T T I T T T T I T T T T T T T T T O T T T O T T T O T TP T T T LT T T T T T T T I I
MCbonds T T T T T T 1
MCangles [T e e P P P P T
Mainchain (T T T T I T T T TP T T T T O T LT T TP T T TP T PP TP T T T T T T
Overall T I T T T T T T T 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 IT T I I T ITTIITTTIT]

166 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265
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=
o
o

Chi-1 abs. mean dev.

Residue properties
3bcc

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

80
60
40 -
20

266 275 280 285 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

266 275 280 285 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

266 275 280 285 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

d. Secondary structure & estimated accessibility

AR iitmte A 1 AN DAY

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

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

AARRAAAAAAAAA ABAARIAR llllAAAAAAAAII
GAEANAFSVLQHVLGANPHVKRGNPFDV SAFNASY SDSGL FGFYT | SQAAYAGQV | KAAYNQVKT I AQGNV SNENVQAAKNKLKAKY LMSVESSEGFLEE

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

* kK K * ok k Kk Kk gk Kk + * + 4+
* Kk kkkkk Kk KKk Kk KKk Kk Kkok

* kK ok Kk Kk ok Kk Khkkkk Kk KKk kk K K *

g. G-factors

. I::I::T F:]]:] HI:I:- [ENNEE NN EESEEE
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Resid t o

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

382 390 395 400 405 410 415 420 425 430 435 2 10 15 20 25 30

Residue number

5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
® 21
S
O 33 390 395 400 405 410 415 420 425 430 435 2 10 15 20 25 30

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

382 390 395 400 405 410 415 420 425 430 435 2 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

NN ENAL AN/ e e

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

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

A AAREAN BEABAAAAAAAAAAN lll AAAAAAAA.IAAAAAIA A AAAAAAA
VGSQALAAGSYNPPSTVLQQI DAVADADYV | KAAKKFV SRQK SMAASGNLGHTPFVDEL APNIRKSHPLLKMINNSL | DLPAPSN I SAWWN

f. Max. deviation (see listing)

g. G-factors
Phi-psi . T 1 [ T [] EEN BEN 1
eifitifas Eeraid Sectiduli B cadbent
Omega H H FH H T
Dihedrals  [(TT T T T XTI T T T T T T T T T T T T T I T T T T T T] [T T T e T T o W T T T T
Mgbonds T T A T T T T T A T A A T T T A
angles [T T P T P A R T e A e e T
Mainchain [T T T T T T I T T T I T T T T I T T IO T TT I T T I TTTTTTITT I TTTTIITTIIT 1T T T I T T T T T T
Overall EEEEEEEESESEEEEEEEEEEEEE NN NN NN NN NN LTI T T IT T I T I T T TTTTTT T
382 390 395 400 405 410 415 420 425 430 435 2 10 15 20 25 30

3bcc_06.ps
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Page 10

Residue properties
3bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

N B OO

Omega abs. mean dev.

34 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

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

d. Secondary structure & estimated accessibility
INNNNNNNN—NNINNNNANAN

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

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

B AAAAAAABAAAAA /\/\/\/\/WTI_I_I_V\/\N_V\/\/\/\/\N_V\/\/\/H Al N_W_H/\/\/\/\/\ AABAAAAAAAAR
T T T T T T T T T T T T T T T T T T T T
FGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL | RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV I LLLTLMATAFVGYV

f. Max. deviation (see listing) . ;*1
.
+ + * *ook k4 ++ + * 4 + Y+ o+ 6 +++*+:,L:_L
LIS S+ ARSI U S5 S SRR S5+ SO O
***************************************************************************************************
g. G-factors
i T [EEEE NEEN CEEEN | H lﬁ: IZ-_H:,,:FZ:
Chil-chi2 [ 1] [T
Chilonly
Chi3 & chi4 [ RN [ [ ]
Omega [ [T [ [T
Dihedrals [T T TT T T T T T I T T T T T O T T T T T T T T T T TP T T T T T T T T T T T R T T T T T T I T I
MCbonds T T T T T T 1
MCangles [T T e e P P T
Mainchain (T T T T T T I T T T T LTI T T T T T LT T TP T TP T TP T T TP T T T T I T T
Overall O T T L T T L T L T T T T T T T T T T T T L T T T T T T )
34 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

3bcc_06.ps



PROCHECK

Chi-1 abs. mean dev.

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

=
o
o

80
60
40
20

Omega abs. mean dev.
N

Zeta abs. mean dev.
N

Page 11

Residue properties
3bcc

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

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

134 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

A
T T T T T
L PWGOQMSFWGATV I TNLFSA | PY | GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGI TI IHLTFLHESGSNNPLGI SSDSDK | PFHPYY SFKD | LGL

f. Max. deviation (see listing)
* 80

+ o *
+ + +++ * ok ok L. * + + + *ok ok + *oox 4
K kkkkpyp kAR 4§ Kk Ak kK * Kk kg Kpp KRR KK py o+ Rpxk o * x4k ok x4 4 4 0
Kk KKK KKK KAKK K KK KKK KKK KK KK A KKK KKK KKK KK KKK KA KK KKK KKK KKK KK KKK Kk Kk KKK KKK AR KA KK A K Kk K

g. G-factors

alalastiEll o AT T T

3bcc_06.ps




PROCHECK

Chi-1 abs. mean dev.

Omega abs. mean dev.

Chi3 & chi4

Omega
Dihedrals

MC bonds

MC angles

Mainchain

Overall

=
o
o

N B OO

Zeta abs. mean dev.
N

Page 12

Residue properties
3bcc

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

80
60
40
20

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

b. Absolute deviation from mean of omegatorsion

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

234 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315 320 325 330

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

d. Secondary structure & estimated accessibility

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

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

TLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVANL

f. Max. deviation (see listing)

* * ok +
* Kok pppkokk 4 4 g gk gk
* Ak KK KKKE KKk K kK KA KK

g. G-factors

3bcc_06.ps




PROCHECK

Resid t -

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

o

% 80

e 60

g w0

< 20

o

334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 4

P 21

S

o 334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40
Residue number

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

g

E o

g 4

N

334 340 345 350 355 360 365 370 375 380 5 10 15 20 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

1
NI N AR

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

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

LILTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY SDLELHPPSYPWSHRGPL SSLDHTS| RRGFQVYKQVCSSCHSM

f. Max. deviation (seelisting)
+ * 66

++ + L.+ + +
* * * ok *

A 4 S ST Y S S S S P55 L S S A M - M
g. G-factors
Phi-psi . [ TR | [ M [ [N
W i et s
Chi3 & chi4 I ] [ [ ]
Omega [T [T [T [T
Dihedrals  [TITT T T T T IT T T T T T T T IO T T T ITI T T T IT 11111 T T T I T T T T T T T I T I T I T T T
MCbonds T T T P P T T T T T T
MCangles [T T T P T T e e e e e e T T T T
Mainchain [T T T T I T T I T T I I T I I IITTITT1] T T T T T T T T T T T T I T
overl [ I I T T I T T T T] O T T T T T
334 340 345 350 355 360 365 370 375 380 5 10 15 20 25 30 35 40

3bcc_06.ps
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=
o
o

Page 14

Residue properties
3bcc

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

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N A O ©

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

Zeta abs. mean dev.

44

50 55 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
[

N N I e s Vi N\

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

e. Sequence & Ramachandran regions 2 Most favoured

m Allowed [l Generousl Disallowed

+

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

3bcc_06.ps
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Page 15

Residue properties
3bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N A O ©

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

Zeta abs. mean dev.
N

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

e s SAVAAVAVRR ONANNANNANNANAN P ———

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

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

REGLYFNPYFPGQA | GMAPP | YNDVLEFDDGT PATMSQVAKDVCTFL RWAAEPEHDHRKRMGLKML LMMGL LVPLVYYMKRHKWSVLKSRKLAYRPPK

f. Max. deviation (see listing)

¥ Z ¥ ¥ B
TP s coorpmraereler aTges wendy Taay vy e ean neanen s Ty
g. G-factors

Phi ] T TR ] HEN NEN (] ] T T
Y W o s SR e i
Chi3 & chi4 [ 11 ] I [ [ [ [ [
Omega [ 11 [ [1 [ [ [ [ [
Dihedrals [T T I I I I I T T P e T B T T T T T T T I T T I T T T T T T T T T LT T T T T T
MCbonds [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 LT
MCangles [T T T T e e T T T ]
Mainchain [T T T T T T T I I I T I I T T LT L L L T L L L L LT L L LT LT L L LT L L T T LI T L T T LT T L L L T I T LT T I L LTI T
Overall \\\\\\\J \\\M\\\\M\\\\\J\\\\J\\\\‘\\\\M\\\\M\\\\\\\\\\J\\\ \\\\\\\\\\\\\\\\J\\\\\\\ \\\\\\M\\\\\\\\\\J\

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

3bcc_06.ps



PROCHECK

Resid t -
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 20
o
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
S
O 1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number
10 c. C-aphachirality: abs. deviation of zetatorsion
g
g 4
N
1 10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100
Residue number Highlighted residues are those that

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

; o

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
SHTD | KVPNFSDYRRPPDDY STKSSRESDPSRKGFSYLVTAVTTLGVAYAAKNVVTQFVSSMSASADVLAMSK | E1 KL SD | PEGKNMAFKWRGK PL FVRH

f. Max. deviation (see listing)

s x :
st T I L e eI TR e SE Te L LN + T +
g. G-factors
Phi ]
Shifee TR A A A  Eaaaad & o Ee alaan .
Chi3 & chid4 [[] [ I I ] [ [ ] [T [
Omega [ [1 [1 [ [ [ [ [T ]
Dihedrals (AT T T T I T T T T TR T BT T T T T I T T T T T T T T T T T T T T I T T T R T T T T T T T
JERHE ey
Mainchain [T T T T T T I I T I I I T LI T T T L T L T L LT T L L L LT L L T LT L L LT LT L T L L I T L T L T L T L L LT T L LT LT L LT LT T LTI
oI o T T W R W R R W R R
1 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

3bcc_06.ps
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Page 17

Residue properties
3bcc

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

& 100
g 80
e 60
g w0
< 20
o
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
E 6
8 49
® 21
£
© 1m 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o
5 o]
£ 67
g 4
Py
S
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
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
RTKKE | DQEAAVEV SQLRDPQHDLERVKKPEW I L | GVCTHLGCVP I ANAGDFGGYYCPCHGSHYDASGR | RKGPAPLNLEVPSYEFTSDDMV | VG
f. Max. deviation (see listing)
g. G-factors
Phi-psi . [ o NN EEEEEN REE H HEEE BN |
. e as il
i3 & chi4 [T [ [ [ [ I [
Omega [ [ [T [ [ [ [
Dihedrals [T T T T T I I T I T T T T T LT T T T T T T I T T T T T TP T T T T T T T T T T T
MCbonds T T T T T T T T
MCangles [T T P T P T P
Mainchain [T T T T T T T T T T T T T T T TP T T TP T T PP T T TP T T I T 0 T
L0 T T T T T Y
101 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

3bcc_06.ps
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Residue properties
3bcc

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

10 15 20 25 30 35 40 45 50 5 60 65 70 75 80 85 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

VAN, BN AN TRNANAYS N AN

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

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

Al
SRWL EGI RKWYYNAAGFNKYGLMRDDT | YENDDVKEA | RRLPENLYDDRMFR | KRALDLNMRQQ| L PKEQNTKY EEDVPYLEPYLKEV | RERKEREEWDK

f. Max. deviation (see listing)

*

+
+ o+ 4 kL x4y
K kKKK EAKKK K Kk KX k% %

*
5
. * +
+5+% ++  +++ + *op 4 K Kk *
A F KK Kk * % Kk KK KKK AR KK KKK KKk

g. G-factors

993
o
=
=
%
:
H
H
:
g
’
-
=

MC bonds
MC angles

Mainchain

Overall

3bcc_06.ps
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Residue properties
3bcc

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

=
o
o

80
60

T

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

b. Absolute deviation from mean of omegatorsion

Chi-1 abs. mean dev.
N
o

g 10

©

5 °7

E 61

£ 49

P 21

£

O 2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20
Residue number

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

o)

§ o]

£ 67

g 4

g2

S

2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20

Residue number Highlighted residues are those that

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

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

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

RQFGHLTRVRHL | TYSL SPFEQRPFPHY FSKGVPNVWRRLRACI LRVAPPFLAFYLLYTWGTQEFEKSKRKNPAAYVN LVDPLTTVREQC

f. Max. deviation (seejisting) o .
4 5 L, 29% 4 . 7
t s noar T dar e owr dge vl T et ey v agn g e FIL e
g. G-factors
Phi-psi RN (T EEECE | [ W] ]
il T . = aomu —
Shenth ] - - - -
Dihedrals [T T T [T LT T T I T T T T L T LT T T T T I [T T T T LTI T T T e 1] [TTTTTTTTTTT]
meiae  FHHHTH T R A A A A A A A
Mainchain [T T[T T T I L T T T T T T T LTI [TTITTTTTTTT]
Overall GO T T T T T o L T T T T T LI T T EEEENENEREEN]
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 13 20

3bcc_06.ps
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Residue properties
3bcc

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

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
T\ NAA G UAVAVAVAUAA G = === a9 a9 a9aa=-<

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

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

EQLEKCVKARERLELCDERVSSRSQTEEDCTEEL FDFLHARDHCVAHKL FNSLK w U U uUu U uUu uUu u uUu u u u
nn n n n n n n n n n n n
kk

f. Max. deviation (see listing)
. ;

+* +  +*+ *pox Lo+
*x %

5 S S S o S S -

g. G-factors
Chilonl
Chi3 & chi4 [
mega [
Dihedrals [T T I T T T T T T T LT T LT T T LT T T LT T T T M ooboooboboooaDob
MCage A s S N I I S I
Mainchain [T T T I T T T T T T I LT I I T T T T ] M oooooboboooaDob
Overdl [T T T T T T T T T T T T T T T T T T T T T I M ooooooboooaob

25 30 35 40 45 50 55 60 65 70 75

3bcc_06.ps



PROCHECK

R ) d t Page 21
3bcc
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
£ 60
8 401
< 20
s
118 10 15 20 25 30 35
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
E 61
g 4
P 21
E T
© 1is 10 15 20 25 30 35
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N T
118 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

o4 2 2 2 2 o9 o o o o =2 2 o o o A 25 o =2 = N N AN N e NN NN NN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

u Uu uyu Vv uvu v uyvu uvuuvuuvuuyvuuyvuuyvuuyvuuyvu uyuuvuu uwu TLTARLYSLLFRRTSTFALTIVVGALLFERAF
n n n n n n n n n n n n n n n n n n n n
k k k k k k k k k k k k k
f. Max. deviation (see listing)
6 I+ + + ++
M AP 3% S . MRS
g. G-factors
L R R R R R Ot
Chilonl
Chi3 & chi4 [
mega [
Diheddls [0 0O O O O OO O OO OODODOOOODOGDOO OO [T TT I T A TT T T T I T I T TITTT]
MC bond
mcape J HHHHHHHE8E8H0H0B8E8E8B8E8HA8A EEEMENENENMENENERNECECS BEREREN
Manchein 0 0O O O O O 0O OO O OODODOOOODOGOTOGOO OO [EERENEEEEEEENERENERENENE NEENEEE]
Overall 8 [ o i B 6 A i A o O R W OO T T T T LT T T
118 10 15 20 25 30 35

3bcc_06.ps




PROCHECK

Resid t .
3bcc
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
= 801
é 60
8 401
< 20
&
36 45 50 55 60
Residue number
5 10 b. Absolute deviation from mean of omegatorsion
g 8
E 6
8 4
o 2
£
O 3 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
&
© 8
g 4
N
36 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

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

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

AAAAAAAATIA
T T T T
DQGADA | YEH I NEGKLWKH | KHKY ENK

f. Max. deviation (see listing)

+
* Kk

+H++* 4+ + o+

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

g. G-factors
o Ave
i-psi ] -1.06
Chil-chi2 n n H77 -0.39
Chilonly 0.05
Chi3 & chi4 I 0.53
mega [T 0.56
Dihedrals [T T T ITT I T I I T T T TIIT I ] [J-0.18
MChbonds [T T T 0.55
MCan9|$\\H\HHHHHHHHHH\HE0-27
Mainchain [T T T ITTITTTITTIITTIITTII1] [0 039
Overall [T ITTITITITTITTIT T [0 005

36 45 50 55 60

3bcc_06.ps
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(Pro)

C-N

Main-chain bond lengths
3bcc

C-N
(except Pro)

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

Black bars> 2.0 st. devs. from mean.
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PROCHECK

Main-chain bond angles

CA-C-N
(except Gly,Pro)
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CA-C-N
(Gly)
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Frequency

O-C-N
(Pro)
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C-N-CA
(Pro)
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Frequency

1»

CB-CA-C
(Al3)

107 112 117 122 127 132 137

578

Frequency

9

Black bars> 2.0 st. devs. from mean.
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(except Gly,Pro)
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CA-C-O
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Frequency

(except Gly)
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CB-CA-C
(lleThr,vVal)

578

Fregquency
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4 or ) signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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PROCHECK

Main-chain bond I e
CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
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P <1 j j 1» 1 ]
) o %) | | Py !
o) ] o) ] o) |
> >3 >
g | g | g |
LC ‘W L | | L 1
95 100 105 110 115 120 125 96 101 106 111 116 121 126 97 102 107 12 17 12 127
N-CA-C N-CA-CB N-CA-CB
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(Pro) (therest)
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Black bars> 2.0 st. devs. from mean.

4 or ) signifies data points off the graph in the direction shown.
Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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PROCHECK

RMS distances from planarity
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Histograms showing RM S distances of planar atoms from best-fit plane.
Black barsindicate large deviations from planarity: RMSdist > 0.03 for rings, and > 0.02 otherwise.

b signifies data points off the graph in the direction shown.
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Main-chain bond lengths
N 1466 CA CA 1516 C CA 1540 CB CA 1540 CB CA 1540 CB C 1231 O
1.522 1.576 1.489 1.487 1.488 1.289
B Pro 18 B Gly 288 B lle 327 Cvd 171 DVvd 32 D Lys 241
CA 1525 C C 1231 O CA 1525 C CA 1525 C
1.467 1.282 1.579 1.580
ELys 6 G Phe 26 JGlu 60 JAsn 61

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

Main-chain bond angles

A Asp 20 A Arg 24 AGln 32 A Gly 66 A Arg 282 A Tyr 284
1125 111.2 111.2 1125 111.2 111.2
A Gly 287 A Met 329 B Ser 212 B Gly 350 C Tyr 105 C Trp 164

CA CA CA CA CA CA
C His 222 CLeu 237 C Pro 267 D Asp 44 D Glu 76 D Asn 150
1226 111.2 111.2 1125 1112 1226
Dva 216 D Pro 217 EVaI 7 EArg 14 E Gly 143 F Leu 13 G Phe 26- G Pro” 27
111.2 111.2 111.2
GAIa 76 JTyr 59 JAsn 61

Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "idea", actual, diff.
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Planar groups
CB CB CB €3 CB CB
0.042 0.035 0.047 0.030 0.045 0.031
A Tyr 89 A Tyr 416 B Tyr 41 B Phe 307 B Tyr 325 B Tyr 368
cB cB cB cB = @
0.047 0.032 0.033 0.034 0.035 0.075
CTrp 31 CTyr 104 CTyr 110 C Tyr 132 CTrp142 CTrp164
2 LB cB LB - cB
0.035 0.033 0.052 0.031 0.034 0.042
C Trp 166 CHis 197 C Phe221 CHis222 CTyr 224 C Phe 275
CB CB CB CB CB CB
0.042 0.033 0.040 0.044 0.057 0.034
C Tyr 279 C Tyr 380 D Tyr 33 D Tyr 56 D Tyr 90 D Tyr 165
CB EB CB CB
0.060 0.035 0.034 0.056
FTyr 20 F Phe 26 G Tyr 29 JTyr 59

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