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Plot statistics
Residues in most favoured regions [A,B,L] 1810 90.0%
Residues in additional allowed regions [a,b,l,p] 186 9.2%
Residuesin generously allowed regions [~a,~b,~l,~p] 10 0.5%
Residues in disallowed regions 6 0.3%
Number of non-glycine and non-proline residues 2012 1000%
Number of end-residues (excl. Gly and Pro) 12
Number of glycine residues (shown as triangles) 192
Number of proline residues 86
Total number of residues 2302

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.

pdb2bs2_01.ps




PROCHECK

pdb2bs2

Page 1

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
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (136)

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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Phe (98)

Chi1-Chi2 plots
pdb2bs2

Lys (140)
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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.

bs2_03

pdb2



Main-chain parameters
pdb2bs2

Resolution (Angstroms)

78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion

% OOa Ramachandran plot quality assessment Zg' Peptide bond planarity - omega angle sd
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Resolution (Angstroms) Resolution (Angstroms)
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 2012 90.0 86.1 10.0 04 Inside

b. Omega angle st dev 2288 1.2 6.0 3.0 -1.6 BETTER
c. Bad contacts/ 100 residues 14 0.6 2.4 10.0 -0.2 Inside

d. Zetaangle st dev 2102 0.9 31 16 -1.4 BETTER
e. H-bond energy st dev 1536 0.7 0.8 0.2 -0.1 Inside

f. Overal G-factor 2302 0.4 -0.3 0.3 22 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
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Plot statistics
Comparisonvalues  No. of
) No.of Parameter Typicd Band  band widths
Stereochemical parameter datapts  value vaue  width  from mean
a. Chi-1 gauche minus st dev 259 10.8 16.1 6.5 -0.8 Inside
b. Chi-1 trans st dev 625 13.0 174 53 -0.8 Inside
¢. Chi-1 gauche plus st dev 952 10.0 159 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1836 11.3 16.5 4.8 -1.1  BETTER
e. Chi-2 trans st dev 644 104 19.2 5.0 -1.8 BETTER
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Residue properties
pdb2bs2

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

& 100
%80
£ 60
g w0
< 20
o
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 omegatorsion
g
£
)
<
(1]
g
£
© 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
% 4
e 3
)
LR
S
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ : ‘ : AAAAAAAAAAAAAIAAAAAL  AATIRIA : ANAAAAAAAAAA AARL ‘ : ‘ :
MKVQYCDSLV | GGGLAGLRAAVATQQKGL ST I VL SL | PVKRSHSAAAQGGMQA SLGNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | REL
f. Max. deviation (see listing)
g. G-factors
Phi H
Chil-chi2
S, ot .
Omega [ [
Dihedrals  [(TT T T T T I IT IO T T T T T T O T T TP T T T T T T TP T TP T T TP T T T T T T T
MCbonds T T T T 1
MCangles [T T T e e P P
Mainchain (T T T T I T T T T I T TTPT TTTT T T T  TT TT TTTT T TTPT P  TT TTTTTT I TTITTIIT I TT
overall [T T T I T LTI T T T T T L LT T I T T T T T T LI T T[T
5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
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Residue properties
pdb2bs?

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

=
o
o

80
60
40 -
20

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 omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

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

R " \/\/\ o S

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

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

ABAAAAAA AL ‘ ‘ ‘ AAAAAARL /WVW ‘ ‘ A AAAAAAAAAAAAAATIA 4 ‘ :
AAWGVPWTR I HKGDRMA | | NAQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA I AL | HQDGKCYGAVVRDLV

f. Max. deviation (see listing)

g. G-factors

Chi3 & chi4
Omega

Dihedrals ]
MChbonds []
MCangles []
Mainchain  []

Overall I
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Residue properties
pdb2bs?

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

=
o
o

Chi-1 abs. mean dev.

80
60
40 -
20

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

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

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

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

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

: A AAANIA Bl AAAAAAAAAAARIA 4 ‘ FAAA MAABAAAAARIAAAAA AARIA A AAABIAA AAAAAAABAAAAAA
TGDI |AYVAKGTL IATGGYGRI YKNTTNAVVCEGTGTA | ALETGI AQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELAS

f. Max. deviation (see listing)

g. G-factors
e T I::C | lwr:::
:‘F H il
" [l I
O T e T e L T T e T T T e T T T I T
T T T A T A T
e e e
O T T T T T T T
HHHHH‘\HH‘\H\H\\HJH\\H\HHH\‘H\H\\H\H\\\‘\\H\‘\HC\\‘HHHHH‘\\HMHH‘HHHHH‘HHH
205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
C = cis-peptide
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Residue properties e
pdb2bs?

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

=
o
o

80
60
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 omegatorsion

Omega abs. mean dev.
N

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

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

AV i N R A o e —

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

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

: ‘ : ‘ ARBAAAAAAA AAAAARABIAAAAAAAAAAA AAAABAAAAARIAAABIATIA  AAAIAA  ABIAAA A AAABABIAA
RDVVSRRMI EH | RKGKGVQSPYGQHLWLD I S| LGRKH I ETNLRDVQE | CEY FAG| DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMH

f. Max. deviation (see listing)

******

Chi3 & chi4
Omega
Dihedrals ]

[T T T
MC bonds [T T T T T T T T
MCangles [T T
[T T T TIITTTTT
[T T T IT T I ITTT

Mainchain  []

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

80
60
40 -
20

Chi-1 abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500

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

d. Secondary structure & estimated accessibility

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AFAA AAAAAAAAAAAAAAAAAATL

T T T T T T T T T T T T T T T T T T T T
GFNRLGGNSVSEAVVAGMI VGEY FAEHCANTQVDLETKTL EKFVKGQEAYMKSLVESKGTEDV FK | KNRMKDVMDDNVG | FRDGPHL EKAVKEL EEL YKK

f. Max. deviation (see listing)

+ +
* *

g. G-factors
f . .

H H
R 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 I T
I T T T T T A T T T T T T T A A
e e e e e e e e e e e e e e e e e e e e e e e e e e e P T T A e T 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
OO T L T T T T T L T T T L T T T T T T T T T

405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600

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

d. Secondary structure & estimated accessibility

R NN\ e B e e

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

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

AAAA AAAAAAAIAAAAAAAAAAAAAAAAAAAAAA AAARIAAA AAAAAABAAATAAARBRIAAAAABAAAAAAAAAAAAAAAAAAAAAAAA AN A AA
SKNVGI KNKRLHANPEL EEAYRVPMMLKVAL CVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAK

f. Max. deviation (see listing)

+
+ + * * * + ++
*x * * k% *  xk *k kkk

g. G-factors

Chi3 & chi4
Omega
Dihedrals

[EEEEEEEEEEEE NN RN
MC bonds [T T T T T T T T
MCangles [T T T

[EEEEEEEEEEEEEEEEEENE NN RN
[EEEENEEEENEEN NN R R

Mainchain

Overall
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Residue properties e
pdb2bs?

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

& 100
%80—
g 60
8 401
< 20+
o
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
€ 6
8 49
P 21
£
© 605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
o
5 5]
£ 37
g 2
e
S
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
By NANANNE B —
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
GNY | ENPL SVKRQEE I DK | QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERL GDK MGRML T | RVFKYDPQSAV SKPHFQEYK | EEAPSM
f. Max. deviation (see listing)
g. G-factors
(Féﬁ{-scihiz H»J T ] o 5
Chilonl
Chi3 & chi4 [
mega [
Dihedrals [T T T T T I I T T T I T T T T T T T T LTI I T T IT T T T TIIITTT01] AT T T A T T I T T T T TTIT
MCbonds T T T T T T T T T T T T T T
MCangles [T T T P P T T T A T T
Mainchain [T T T T T T IT T T I T LTI T T T T LTI T T T T I IT T T IT] T T T T T T T T T TTTT
overdll [T TII I LI I T LT T L I T I LI T T L] OO L LT T LI T T
605 610 615 620 625 630 635 640 645 650 655 5 10 15 20 25 30
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=
o
o

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.
N A O ©

Zeta abs. mean dev.
R N W B~ O

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

K

Residue properties

Page 8

ndb2bs2

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

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

b. Absolute deviation from mean of omegatorsion

35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

35 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

N e s = A

Key:- <™ Helix

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

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

TIFIVLNMIRETYDPDLNFDFVCRAGI CGSCGMM I NGRPSLACRTLTKDFEDGV | TLLPL PAFKL | KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLE

f. Max. deviation (see listing)
4

8: * * + * 4% + + : + + + *
g. G-factors
W I N T T T [T

T T T T I T T T I A T T T T T T T T T T T T T T T T T T T TR T T T T T T I I T T T A T T T T T
I T T A T T T A A T T T T T T A
O e e e e e e e e e e e e T e e e e e e e P T A T T 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
IEEEENIEEENSEEENENEENENN NN NSNS NN NN NN NN NN NN EN NN NN NN NN N AN R RN
3 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230

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

d. Secondary structure & estimated accessibility

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

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

AAAAANAAAANAAAAAAAIA. _AAAAAA AANABIAAAA AA _AAAAAAAAAAAAAAAAAAAAAATIEL BIAA AA  AAAARAAAAARIAAAAIAAAAAANAAAA
ERI EPEVAQEVFELDRCI ECGCCIAACGTK IMREDFVGAAGLNRVVRFM I DPHDERTDEDYYEL | GDDDGVFGCMTLLACHDVCPKNL PLQSK I AYLRRK

f. Max. deviation (seelisting)

*****

Chi3 & chi4
Omega
Dihedrals ~ [TTTTTTTTI
MChbonds  [TTTTTTTT
MCangles  [TTTTTTT]
Mainchain  [TTTTTTT]
[TTTTT

Overall [1

I [TTTT]
I EEEEN
\ EEEEN
I [TTTT]
I [T ITTIT,
135 140 145 150 1

pdb2bs2_06.ps



PROCHECK

R . d t Page 10
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80 -
g 60
8 401
< 201
o
235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
- b. Absolute deviation from mean of omegatorsion
_§ 0
5 @
E 6
£ 4
o 2
£
O 235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g,
E 3
g 2
N
235 240 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N ) A e AN NN A AN S AN
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAAABAAAAAAAAAAAAAANA AAAAAAAAAANANBARHAR
MV SVNM MTNEéI LES“(SGVT}‘DERKK‘SRMPAP‘(LD\I\W("\)SATGI‘_FLGL l‘:MIGHl\‘/IFFVS"I'I LLGI‘DNVMLV‘\NTKKI‘:ELDFI‘ FEGGkPI VVéFLAA
f. Max. deviation (see listing)
g. G-factors
Phi-ps . [T N
et Rectriiadiinge
mega

Dihedrals [T W]

[T ITTITTITT
MC bonds T
MCmglﬁ% O T
[CTTTTTTTITTTTTTT
[CTTTTTTTTITTTITT

Mainchain  [TTT ]

[

[

|
Overall EEEEEH] L
235 240 5

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAARIAAAA ATAAAAAARIAAAAAAAAAAAAAAAAA
FVFAVF I AHAFLAMRKFPINYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLLFAVELHGS

f. Max. deviation (see listing)
* + +
+ +  * +  * + * + R4 44 * * * 4

g. G-factors

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

pdb2bs2_06.ps



PROCHECK

Resid tl e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
% 80
£ 60
g w0
< 20
o
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15
Residue number
. b. Absolute deviation from mean of omegatorsion
g
5 %
£ 6
8 4
® 21
£
O 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g,
E 3
g 2
®
% 1
N
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MNAZSSRENA/NANNNANNA D A
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AABAAAAABAAAAAATTEIER
\‘/GLYRI‘_AVKW(‘BNFDGI‘ETPDK+RANLkKLKTLMSAFL IVLGI‘_LTFG/-‘\YVKKéL EQTE)PN | D\‘(KYFD?KRTHI‘E MKVQ\‘(CDSL\‘/ | GGGLAGLR
f. Max. deviation (see listing)
g. G-factors
Phi-psi [T ]
Chil-chi2
8&%9%“(: i4 H>
Dihedrals  [(TT T T T T I I I I T T T I T T T TP T T T T TP T T TP I T T] T T I T T TTTTT]
ek R AMERENBEMENSNSESERSNSENERSNSESERSNSESSNSNSESSRSRSESSRSRSEEEEEEEE AEENEREREEEREEEREES
Mainchain (T T T T T I T T T T T T T T T O T TP T T TP T T TP T T T T I T T T ITTTITT T
overall [T I T T I I T T LI L T I T T I T T T T T I LI T T I L] LI T LTI
185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 5 10 15

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

Chi-1 abs. mean dev.

80
60
40 -
20

20 25 30 35 40 4 50 5 60 65 70 75 80 8 90 95 100 105 110 115

Residue number
b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

20 25 30 35 40 45 50 55 60 65 70 75 8 85 90 95 100 105 110 115

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

A i £ s A AA A AR

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

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

‘ ‘ : ‘ : ‘ AATEA ‘ ANAAAAAAAAAA AAEL : ‘ : ‘ ANAAAAAA_ A/
AAVATQQKGL ST I VL SL | PVKRSHSAAAQGGMQA SL GNSKMSDGDNEDLHFMDTVKGSDWGCDQKVARMFVNTAPKA | RELAAWGYV PWTR | HKGDRMA | |

f. Max. deviation (see listing)

g. G-factors

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215

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

d. Secondary structure & estimated accessibility

S —— /N e S ) ) —

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

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

‘ ‘ : AAAAAAR /\/‘\/\N_I/\/‘\/HINTI/\ ‘ ‘ AA_AAMAAAAAAAAAAATIA £ : ‘ ‘ A AAAA W
NAQKTT | TEEDFRHGL | HSRDFGGTKKWRTCY TADATGHTML FAVANECLKLGV S| QDRKEA I AL | HQODGKCYGAVVRDLVTGD | | AYVAKGTL | ATGGY

f. Max. deviation (see listing)

+ ook + o+ + + + + + + + * o4k + + + +
*x  kk % P * * kkx * * ok kA kA x * ok kkkkkE  *

Phi-ps - [T H .

Chi3 & chi4
Omega
Dihedrals [

I
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310 315

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

d. Secondary structure & estimated accessibility

D AV Rt SV s SAAYA

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

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

AAAAAAAAAAATIA 4 : BAAA FAARAAAAARIAAAAA ANBIEA A AAABAA AAAAAAABIABAAAAAAAAAAAAAAAAAAA
GRIYKNTTNAVVCEGTGTAIALETGIAQLGNMEAVQFHPTPLFPSGI LLTEGCRGDGG | LRDVDGHRFMPDY EPEKKELASRDVV SRRM | EH I RKGKGVQ

f. Max. deviation (see listing)

+ + + * ++ + x4 Kok + +4*
* * x % % * Xk Kk K K Kk kkk  xk * * Kk Kk kx

g. G-factors

Chi3 & chi4 J
Omega
Dihedrals [

[T T T T I T T T T T T I T TLT
MC bonds [T T T T T T
MCangles [T T
[T T T T T I T TTTIITTTTT
IEEEEEEEEESEEEENEEEESEEEEE NN NN NN N

Mainchain |

Overall [

220 225 23
C = cis-peptide

o
o H HEE
w
o1
N
gl
o
§4 O O
o H HEE

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410 415

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

d. Secondary structure & estimated accessibility

e et VAR

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

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

‘ ARBAAAAAAA 4 ‘ ‘ ‘ AAAABAAAAARAAABANIA  AAABIAA ABAAA A AAABAIAA ABIAA ‘ ‘
SPYGQHLWLDI| S1 LGRKHI ETNLRDVQE | CEY FAG | DPAEKWAPVL PMQHY SMGG | RTDYRGEAKLKGL FSAGEAACWDMHGFNRLGGNSV SEAVVAGM |

f. Max. deviation (see listing)

45+
*

******

Chi3 & chi4
Omega
Dihedrals [

[
MChbonds []
MCangles []
[

[

Mainchain |

Overall [

32

o
w H HEH E
N
ol
w H HFEH E

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
)
% 4
= 3
g 2
g
S
420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAAAAAAAAANAARL
\‘/GEYFAEHCAI‘\ITQVDI‘_ETKTI‘_EKFVI‘(GQEA\‘(MKSL\‘/ESKG'I"EDVFI‘( | KNRI\‘/IKDVMIZ‘)DNVGI‘ FRDG}‘DHLEKAVKELéELYKkSKNVéI KNKI‘?LHAN}‘?ELEE
f. Max. deviation (see listing) .
4
SR U SO ooy R T I S A"
g. G-factors
Eﬁ{-scihiz H H [
Chilonly
Chi3 & chi4 [
Omega [T
Dihedrals  [CTTTTTTT T I T T TP TPT P TTTT C P T PT P TPTTTT P LTTT  TT T TP T LTI T T TP T T T T T T T T T T T]
MCbonds T T T P T P T e P T P P T T T P T T T T ]
MCangles [T T T T P T T e P T T P T T T P T P T T T P P T T T
Mainchain [T T T T T TP TTTTCP P T PP T P T T CP T PTPTT TP T T P PP T T T TP T L P T P T T T T P TLTTTTTTTITTTTT]
Overall EEEEESEEEESENEENEEEESEEE SN NSNS NSNS NN NN NN NN EN NN NN
420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495 500 505 510 515

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

520 525 530 535 540 545 550 555 560 565 570 575 580 585 590 595 600 605 610 615

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

d. Secondary structure & estimated accessibility

MNANNN— e S mm S 20—t A

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

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

AAABEAAA AAAAAABAAABAAARERAAAAABAAAAAAAAAAAAAAAAAAAAANAA BEAAAAAAAAAAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
AYRVPMMLKVAL CVAKGALDRTESRGAHNREDY PKRDD | NWLNRTLASWPNPEQTL PTLEYEALDVNEME | APGYRGYGAKGNY | ENPL SVKRQEE I DK |

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals ]
MChbonds []
MCangles []
Mainchain  []
[

Overall [

52

o
o o HEH B
N
ol
oo HEH E

pdb2bs2_06.ps
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Resid ti o
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
. b. Absolute deviation from mean of omegatorsion
g
g o
= 6
g 4
® 21
£
O 620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50
Residue number
. c. C-aphachirality: abs. deviation of zetatorsion
g,
E 3
)
<
% 1
N
620 625 630 635 640 645 650 655 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
U\ — s S R = AN\
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAAAABIIAAAAAAAAAAAAAAAAAAAAAAAAAANAAAAANTIIIAAAAA
QSEL EAAGKDRHA | QEALMPY EL PAKYKARNERL GDK MGRMLT | RVFKYDPQSAV SKPHFQEYK | EEAPSMT | FIVLNMI RETYDPDLNF
f. Max. deviation (seelisting) .
4
Ln il : K
g. G-factors
Phi-psi [ 0T [ M
Chil-chi2
8&%%““4 H>
Dihedrals  [(TTTTTTT I IT T IIIITTITITT1] AT T T I T T T T T T T T T I T I T T T T T T I T
MCawes THHHHHHHHHFAAH R RN RNRNNNEENENENRNRNNANENENENRANNNERENENRARARAREEN
Mainchain T T T T I T T I ITTTITIITTTTI] T T I T T T T T T T I T T T T T T T T I
Overall LTI T T I IT T T I T ITTITITTITIT] EEEESENEESEEEESEEEEN NN EEEE SN ENEE NN NN N
620 625 630 635 640 645 650 655 5 10 15 20 25 30 35 40 45 50

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

54 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

5 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

P N W b~ O

Zeta abs. mean dev.

54 60 65 70 75 80 85 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

i ol 0 ot~ A RN —

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

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

AABARE AA AR ‘ ) ‘ : ) ‘ IEEAAAAA AAAA AAAAABTIAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAAT
DFVCRAG| CGSCGMM I NGRPSLACRTLTKDFEDGV | TLLPL PAFKL I KDL SVDTGNWFNGMSQRVESWI HAQKEHD | SKLEER| EPEVAQEVFELDRCI E

f. Max. deviation (see listing)

+* + ++ * oo + +  * * +*
* % X kK Kk kk* Kk K x * * * * * * * % kxkxx

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

T T T T T T T T T T TP LT T T T T T T T T T LI LTI I A T I I LT T I T TP TTITT0T
MC bonds [T T T T T T T
MCangles [T T T e e e e e
IEEEEENEEEEE NN NN NN
[T T I LT T T T T TP T LI T T T T T T LT T T T T L I LTI T T T T T I LTI T T T I T T I TTITTTT]

Mainchain  []

Overall [1

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

. 5
)
% 4
= 3
g 2
R
S
154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
BV MV VY -
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ A AAAAIAAAA : ‘ : ‘ : HAA £ /\/\MI‘V\/\/M/TV\N\N‘I/\N\/\/\/\N\NW\/\/\/L _AA
CGCCIAACGTK IMREDFVGAAGLNRVVRFM I DPHDERTDEDYYEL | GDDDGVFGCMTLLACHDVCPKNL PLQSK | AY LRRKMV SVNM MTN
f. Max. deviation (seelisting) .
8 5
N S S T S O S S SR S SO
g. G-factors
Phi-psi . N H Ll
Chil-chi2
i, T i : i
Omega [ [ [ [ [
Dihedrals  [CTTTTT T T T I TP TP TP T T T TP T P TP LT T T T I T TP LT T T T T TP T T T T [mEn
MCage AR A A HH
Mainchain [T T T T T T LI T TP TP TP TP T T T T PP T T T TP TP L TP T T T T LTI T T T T [mEn
Overall O T LT L T T T I T T T L LI T LI T T T HEN
154 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

4 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100

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

d. Secondary structure & estimated accessibility

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

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

AAAAAAAAAANATARIFAR
T T T T T T T T T T T T T T T T T T T T
ESILESYSGVTPERKKSRMPAKLDWWQSATGL FLGLFMI GHMFFV ST | LLGDNVMLW TKKFELDF | FEGGKP I VVSFLAAFVFAVF I AHAFLAMRKFP |

f. Max. deviation (see listing)

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

[TTTTTTTTTTT
MChbonds  [TTTTTTTTITTT]
MCangles [T T
[TTTTTTTTITTT
[TTTTTTTTITTT

Mainchain  []

Overall {1

pdb2bs2_06.ps
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Residue properties
pdb2bs2

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

Omega abs. mean dev.
N

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

P N W b~ O

Zeta abs. mean dev.

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

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
‘ ‘ ‘ ‘ ‘ ‘ : AAAAAAAAAAAAA AAAAAAATAABAAAAAAAAAAAAAAA AL ‘ : AAA
NYRQYLTFKTHKDLMRHGDTTLWWI QAMTGFAMFFLGSVHLY IMMTQPQT | GPVSSSFRMV SEWMWPLYLVLL FAVELHGSVGLYRLAVKWGNVFDGET PD

f. Max. deviation (see listing)

***********

Chi3 & chi4
Omega
Dihedrals

[T
MChbonds []
MCangles []

[T
[1

Mainchain

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

=
o
o

Residue properties
pdb2bs2

Page 24

80
60
40 -
20

Chi-1 abs. mean dev.

204 210 215 220 225 230 235 240 245 250 255

Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N B OO

204 210 215 220 225 230 235 240 245 250 255

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
R N W B~ O

204 210 215 220 225 230 235 240 245 250 255

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

d. Secondary structure & estimated accessibility

SNANNANNNANN

Key:- <™ Helix

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

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

AABAAAAABAAAAA SIS

T T T T T T T T T T T
KTRANLKKLKTLMSAFL I VLGLLTFGAYVKKGLEQTDPNIDYKYFDYKRTHE

f. Max. deviation (see listing)

MChbonds []

[
[
MCangles [
Mainchain [T

Overall [1T

pdb2bs2_06.ps
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Main-chain bond lengths
pdb2bs2

C-N Cc-O0
(except Pro) (Pro)
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
150 104 198 132 136 140 192 196 150 134 138 142 191 105 109 123 197 151
CA-C CA-C CA-CB
(excent Gly) (Gly) (Al3)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
140 144 148 152 156 150 159 143 147 151 155 159 140 144 148 152 156 150
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
142 146 150 1§i.58 162 141 145 149 153 157 151 153 157 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
g 8
LL LL
153 157 141 145 149 153 157 138 142 146 150 154

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

CA-C-N
(except Gly,Pro)

Freguency

101 106

111 116 121 126

O-C-N
(except Pro)

Freguency

108 113

18 123 128 133

C-N-CA

Freguency

(Gly)

105 110

15 120 155 1%0

CA-C-O

Freguency

(Gly)

105 110

Black bars> 2.0 st. devs. from mean.

115 iﬁ 55 1%

Frequency

Frequency

Frequency

Frequency

odb2bs2

CA-C-N
(Gly)

100 106 111 116 121 126

O-C-N
(Pro)

107 12 117 122 127 132

C-N-CA
(Pro)

107 112 1117 122 1217 132

CB-CA-C
(Al3)

95 100 105 1*0‘ 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

101 106 111 11i61 121 126

C-N-CA
(except Gly,Pro)

106 111 116 121 126 131

CA-C-O
(except Gly)

105 110 115 120 125 130

CB-CA-C
(lleThr,vVal)

94 99 104 109 114 119

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
pdb2bs2

CB-CA-C
(therest)

Freguency

Freguency

Freguency

Black bars> 2.0 st. devs. from mean.

1*1
88 93 93 103 108 113

Frequency

Frequency

Frequency

N-CA-C

(except Gly,Pro)

96 101 106 111 116 121

100 105 110 115 120

N-CA-CB
(therest)

100 105 110 115 120

Frequency

Frequency

Page 2

7 102 107 112 117 122

N-CA-CB
(lleThr,vVal)

6 101 106 111 116 121

Solid and dashed lines represent the mean and standard deviation values as per Engh & Huber small-molecule data.
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RMSdist f I ity
ARG ASN ASP
120 i 120 i 120 i
oy | 3 | 3 |
) ! 90 ! ) :
o) | o) | o) |
> 0 > | = |
8 60 : 8 60 ; 8 60 |
LC ! L | L 1
30 | 30 | 30 |
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
GLN GLU HIS
| | 2» |
1201 i 120 i 1201 i
oy | 3 | 3 |
90 ! 90 ! 904 :
o) | o) | o) |
> i = | > I
8 60- | 8 60 | 8 60 |
LC ! L | L !
30 3 30 3 304 3
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004
PHE TRP TYR
1201 i 120 i 1201 i
g 3 5 3 5 1
90 ! 90 ! 904 :
o) | o) | o) |
> i = | > I
8 60- | 8 60 | 8 60 |
(I ! o ! b |
30 3 304 3 304 3
000 001 002 003 004 000 001 002 003 004 000 001 002 003 004

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

b signifies data points off the graph in the direction shown.
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Distorted geometry
pdb2bs?
Main-chain bond lengths
C 1329 N C 1329 N C 1329 N C 1329 N C 1329 N C 1329 N

A Asp 655 - A Lys 656 B Asn 239 - B Met 240 C His254 - C Glu 255 D Asp 655 - D Lys 656 E Asn 239 - E Met 240 F His 254 - F Glu 255

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

Main-chain bond angles

A Asp 82 A Thr 259 A Cys 396 A Trp 397 A Met 399 B Cys 65

N 111.8 C N 111.2 C N 111.2 C N 111.2 C N 111.2 C N 111.2 C
CA CA CA CA CA CA
C Pro 102 D Asp 82 D Thr 259 D Cys 396 D Trp 397 D Met 399

N 118 ¢
97.5

CA
F Pro 102

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

Planar groups
< CcG §
cB 2 cB cB B
~
0.040 0.033 0.035 0.158 0.039 0.039
ATyr 5 A Trp 397 B Trp 110 C Glu 180 DTyr 5 D Trp 397
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Distorted geometry
pdb2bs2

Planar groups (contd)

&g N

0.034 0.142
E Trp 110 F Glu 180

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