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Plot statistics
Residues in most favoured regions [A,B,L] 1413 77.3%
Residues in additional allowed regions [a,b,l,p] 385 21.1%
Residuesin generously allowed regions [~a,~b,~l,~p] 23 1.3%
Residues in disallowed regions 7 0.4%
Number of non-glycine and non-proline residues 1828 1000%
Number of end-residues (excl. Gly and Pro) 16
Number of glycine residues (shown as triangles) 188
Number of proline residues 106
Total number of residues 2138

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms

and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Ramachandran plots for all residue types
pdb1l0v
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Chi1-Chi2 plots
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Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.

Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Chi1-Chi2 plots
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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Main-chain parameters
pdbllOv
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78' Measure of bad non-bonded interactions 20,0 d. Alpha carbon tetrahedral distortion
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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 1828 77.3 50.1 10.0 1.8 BETTER
b. Omega angle st dev 2124 16 6.0 3.0 -15 BETTER
c. Bad contacts/ 100 residues 100 47 27.2 10.0 -23 BETTER
d. Zetaangle st dev 1950 11 31 16 -1.3 BETTER
e. H-bond energy st dev 1339 0.9 11 0.2 -1.2 BETTER
f. Overall G-factor 2138 0.1 -0.9 0.3 3.3 BETTER
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Side-chain parameters
pdbllOv
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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 232 133 30.0 6.5 -26 BETTER
b. Chi-1 trans st dev 568 15.2 28.6 53 -25 BETTER
¢. Chi-1 gauche plus st dev 840 14.8 27.3 4.9 -25 BETTER
d. Chi-1 pooled st dev 1640 14.9 28.1 4.8 -27 BETTER
e. Chi-2 trans st dev 501 16.0 27.4 5.0 -23 BETTER
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Residue properties
pdbllOv

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (see listing)

Y4+ + o4+ + * * * * * + ++ o+ 4 + x4+
*x % * kkE kk* KK Kk KK % * xx * x * %k Rk kkK KKK KK KKEX K KKKK KREK X

g. G-factors

Chi3 & chi4
Omega
Dihedrals ]

[TTTT
MCbonds [TTT[T]
MCangles  [TTTTTT
[TTTT
[TTTT

Mainchain  []

Overall {1
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Residue properties
pdbllOv

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

% 100
g 80 -
g 60
8 401
< 20
o
100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12-
® 61
£
O 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

B =t YNNG e m————

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

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

: ‘ : ‘ : ‘ A AAAAAAAAAAAAAAAAAAABABAAAAAAAAA  AABL AAAAAAA AAAAAARAAAAAA W
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

Chi3 & chi4
Omega
Dihedrals

I T T I T IITTIIITTTTT
MC bonds [T T T T T T T T[]
MCangles [T I T

I T T T IITTIITTTTT
[ITTTTTITTIT I TIIITITTITT

Mainchain

Overall
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Residue properties
pdbllOv

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

=
o
o
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20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

e e WY SV S SV

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

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

‘ —AA ‘ AAAARAABAAAAAR AAARIA A AAANIAA ANIAAAE W 4 : : : ‘ ‘
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

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

[
MChbonds | }
[

MCangles |
Mainchain |

Overall {1
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C = cis-peptide
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Residue properties
pdbllOv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

= i N m— s\

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

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

‘ ‘ ABAANAAARN ‘ ‘ ‘ MANAAAAAAAAAAAIAIA  AABAATIABIAAA _ AA AANNA AA ABAA WAAAAAA
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (see listing)

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

Chi3 & chi4
Omega
Dihedrals

[EEEEEEEE]
MChbonds [T [T
MCangles  [TTTTTTT]

[EEEEEEEE]
[EEEEENEE]

Mainchain

Overall
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Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

EAAAAAAAAA B AAAAAAAAAAAAAAAAAAAAAAAAANBAAANTARIR
T T T T T T T T T T T T T T T T T T T T
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

f. Max. deviation (see listing)

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

Dihedrals [

MChbonds |
MCangles |

[T I T T T T T T T T T T T T T T T T I T T I T I T T LTI T T TP TPITIIITTITITTTT
T e T e P P e P T T P P P P P TP TP TP PP P TP PP T 7T
T e P A e P T T T T P P P T T T T T A P P T T T T T T T T P P P T T T T T T P P T T
Mainchain [T T T T T T LTI L T T T T T T T T T T T T T T T T LT T T T
[T T LTI T T T T AT LTI T T T AT T T T T T T I T T T I T I T LTI T T T T I TITTITTTT

Overall [
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Resid ti e
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
o
% 80 -
g 60
8 401
< 201
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
-g 8_
£ 67
G 4 -
RS
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
AVAVAVAVA VL VS ) Bl
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAAAR AANAARIAAAAAAAAAAAAAA AAAAAAAAAAATIAIAA
+DLLY'I"I ELGIL|GLNVA‘EC]\/IAlliSAMAI‘QKESR(‘BAHQRI‘_DEGC'I"ERDD\‘/NFLKI;TLAF{?DADG';’TRLE#SDVK i TTL P}‘DA AEMKNLK | EVVRY
f. Max. deviation (see listing)
g. G-factors
S Loz mms . u u
Chilonl
Cmggxécm
Dihedrals [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 T T T T I T ] T
ek R AMEREREEMERSNSENERSESENERSESENERSESENSRSEEERSESESERSESRSERSESERERSREEEY HHHHHHH
Mainchain (T T T T I T T T T T LTI T T T TP T TP T T T LTI T 0T T [EEEEEREEREEEE|
overall [T LI T T LI LT T T LT L I L L T LT LI T T LT T LI T 1] HENERENNENNEN
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
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Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

S A T i e it st 4 Y

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (seelisting)
4

g. G-factors
Phi-ps Tl T 5 EEEE EEEE |
Chil-chi2
A i ;
mega [T [T
Dihedrals (T LTI T T T T T T T T T T T T T L T T T T T LTI LI T T1]
ek R AMERENEEMERSNSENENSNSENENSSSESERSNSEESESREEEN SESESSNSNSSSENSRSESERSRSSSENERSESENEREESEEEREEEN
Mainchain [T T T T T T T T
Overall L T T T T T T T L e L T T L I L T T LI LT LT T[T 1]
14 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110
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Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18
12

Omega abs. mean dev.

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

o MLV MR NN\ EEAN S A A

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

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

AAABEAAA ‘ : ‘ ‘ A AARIA : A ABAAAA AAAAAAAAAAAAATBIANEL AAAAAAAAAIAA AAAANIA AA
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

g. G-factors
Phi-psi i o H |
Sy AR m I 8 SRR,
Chi3 & chi4 [ [ [ I [ I
mega [T [ [ [T [ [
Dihedrals [T T T T I T T T T T LTI T T T O T T LT I T O T T T T T T T T T T T T TP T T T TP I T T T T T T
MCbonds T T T T T T T 1
MCangles [T T T e A T P P
Mainchain (T T T T T T T T O T T TP T C  TT T T TP T  TTT TTTTP O  TTTTTT I TTITT I ITTT
Overall T T T T T T T T T P T I T T LTI T T T T T T T T T I T T T LI T T T T T T T T IT T TTIT I ITTTTIT]
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdbll0v_06.ps



PROCHECK

Residue properties
pdbllOv

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

& 100
% 80
£ 60
g w0
< 20
o
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
o b. Absolute deviation from mean of omegatorsion
g
5 247
E 18-
8 12
® 61
£
O 204 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
% :
e 6
g 4
R
S
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
ROV VNN — e ————— - AANGANAAASARNR
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generous ll Disallowed
AAARRAAAAAAABAAATAAAAAAAAAAA AAAANT
CPKHVDPAAA | QQGKVESSKDFL IATLKPR TTKRkPYVRWTST\)WVKKL IEFYRF\‘(MLRE(‘STAVPA‘VWFSI‘ ELI FéL FALI%NGPEAWAGF\‘/
f. Max. deviation (see listing) :
7
Corte . et R S 0% S ST & O 355 U TSNS S 6 5 USSP S S s
g. G-factors
Phi-psi . (SR ] e N
Sy ek -
Chi3 & chi4 HH [
mega [T [
Dihedrals T T T T T ITTTTTTTTIITT T[] T T T I I T T T T T T T T T T T T T T T T T T T I I T TTTT
MCawes A RN RNRNANNERENENANRANNENENANENRANEANARNNENSNENNARARAREEE
Mainchain  [TTTT T T ITTTTTITIIITTT 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 TTTT
Overall  [ITTIITTIIT I IT LI I I O L T T T T T T T T T T LI T LTI
214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdbll0v_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

6

Omega abs. mean dev.

Zeta abs. mean dev.

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Resid t o
pdbllOv
a. Absolute deviation from mean Chi-1 value (excl. Pro)
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
61 70 75 80 8 90 95 100 105 110 115 120 125 130 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

== NAAANAA G e AN = D —=\\N\*
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAAA.AAAAAAAAAAAAAAAAAAAAAAAAAAAAA.AA.I.AA. AAAAAAAAAANAAAAAAAAAAAAIA ANABAAAAAAAAAA

T T T
DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW MINPNPKRSDEPVFWGL FGA

f. Max. deviation (see listing)

. 5

B R R 5 S S SN S U U 5 8 P S . 5 i
g. G-factors

REN : T 2 [ i

i i i
R LTI T L LTI T I A E T T LTI T O
e A A A A HHHHHAH
T T L T L L I T T T O
C [

OO T L T T T L T T L I T LT T T T T I T OO I T I LI
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15

C = cis-peptide

pdbll0v_06.ps




PROCHECK

Page 11

Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12
6 .

Omega abs. mean dev.

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.
N

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

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

d. Secondary structure & estimated accessibility
NN N NN N e e e NNV SN\ \ N\ NN e NN/ NN/ N
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

: ‘ : A BAAAA BAA ABAAAAAAABAAAAA AAAAAANBAAAAATL AAAAAAAAAAAIAAAAA ANBIAA ‘ ‘ ‘
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing)

+ + + o+ + * 4
*k g kg +4 KK + +* * 4+ ++ + + ++  F44 * ++ * * + +4++* +F K ppg gk xx
SO U & S S S S SO & S S 0 0 5 U - SN S . ST
g. G-factors
oo
Chli-schlz n n n n H H n H
Chilonl
Chi3 & chi4 1 I ]
mega [T [ [
Dihedrals [T T T T T T T T T T I IO O TP T T T T T T T T TP T T T T T T T T T I T T T
MCbonds (T T T T T T T T T T
MCangles [T T T e P P P P T T
Mainchain [T T T T T T I T T T T T LT T T TP T TP T T TP T TP TP T T T T T
Overall OO T T T T L T T L T L L T T T L T T LT T T T T
20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115

pdbll0v_06.ps




PROCHECK
Page 12

Residue properties
pdbllOv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N

0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

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

d. Secondary structure & estimated accessibility

M tAYE i & M A 0 Y

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

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

Al A E B
T T T T T T T T T T T T T T T T T T T T
MQTFQADLA | VGAGGAGLRAA | AAAQANPNAK I AL | SKVY PMRSHTVAAEGGSAAVAQDHDSFEYHFHDTVAGGDWL CEQDVVDY FVHHCPTEMTQL ELW

f. Max. deviation (seelisting) .
+ + 5 +55
5 pornttrn b r o prempii Fee v ievase s
g. G-factors
i-psi ] EEREN [T H (T -Z:-H Fr 1. 1rﬂ, N
gEi%-§2L2i4HH\7H \HHEH: T \\7\\7\\ HEHE77
Oomi [T [1 [T [T [ [ [1 [1 [
Dihzﬁals T T T T T T T T T T T T T T T T T T T S T T T LT T T T I T T T T T T T W T T T T [T T T
MCbonds [T T T T[T T T T T T T T T ] T T P P P P P T P P P P P P P T P
MCangles [T T T T ] T T e T T A T T T T T T T T T T P T T T T T T T
Mainchain [T T T[T T T LT LT T T LT L LT L T T T T O LT P T T L T T T LTI
Overall T T T T T T T T T T T T T T T T T T e T T T T L I T T T T I 1]
0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95

pdbll0v_06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

=
o
o

ECK
Page 13

Residue properties
pdbllOv

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

80
60
40 -
20

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

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

d. Secondary structure & estimated accessibility

T Tt AR Tt i i m—

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

e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
AAR ANTjTAAA NjTTANT#TTANTT H_EAA

T T T T T T T
GCPWSRRPDGSVNVRRFGGMVK | ERTWFAADKTGFHMLHTL FQTSLQFPQI QRFDEHFVLD | LVDDGHVRGLVAMNMMEGTLVQI| RANAVVMATGGAGRVY

f. Max. deviation (see listing)

Y BT cL.
I T T R S e R I I R L It T
g. G-factors

Phi-psi T ] [T T T
I P Ry

i3 & chi4 ] [ ] [ 1] [ [ [ ] [T ] [T [ [T
Omega [ [1 [T [1 [1 [ [T [T [ [T
Dihedrals T T T T T T T T T T I T T T I T I T I T T I T T I T T T T T [T T T T T [T T TITIT]
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
MCangles [T e e e e e T R T T
Mainchain [T T T T T[T T I I I I T I I T LT L L L T L L L L T L L LT T T L T L L L LT L L LT T LI T T L T LT T L LT T LT T T LT LTI
Overall [TITTTTT \\M\\\\\\\\\\J\\\\J\\\ M\\\\M\\\\\J\\\\J\\\\\\ \\M\\\\M\\\\\\\\\\J\\\\J \\\M\\\\\\\\\\\\\\\J\\\\

100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195

pdbll0v_06

.ps




PROCHECK
Page 14

Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295

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

d. Secondary structure & estimated accessibility

S ————y T SZEV

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

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

AAAANL A /‘\/\/\I_IT‘IN ‘ AAANA WA B ANANA WA B AAANAA ABAAARE ‘ : :
RYNTNGG | VTGDGMGMAL SHGVPLRDMEFVQYHPTGL PGSG | LMTEGCRGEGG | LVNKNGYRYLQDYGMGPETPLGEPKNKYMEL GPRDKYV SQAFWHEWR

f. Max. deviation (see listing)

g. G-factors
Phi-psi . (T oy | [ EERESEN NN : T
e R T T
chig & chia | ] ] [ ] o OO
mega [l B B W B O
Dihedrals [T T T 1T T T T T o T T T T e e T T T T T T T T T T e [T T T T
o A
MC angles [T e O
Mainchain [T T I T T T T T I I T
Overall \‘\HH‘H\H‘HH\‘H\H\\H\‘H\\\‘HH\‘\H\H\H\\H\\‘\\\HJH\\H\H‘H\H?HHM\H\‘H\H‘HHHHH‘\HH

200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295
C = cis-peptide

pdbll0v_06.ps



PROCHECK
Page 15

Residue properties
pdbllOv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

300 305 310 315 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395

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

d. Secondary structure & estimated accessibility

D A A e —Y

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

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

A AAAAAA A ‘ : ‘ ‘ ‘ ‘A/\I_I_I/‘\/\/\/\/\/‘\J_V\/\/\ITV\J_IT‘H_I/TI/‘H’_I_I/‘V\A A AAANN AN EARA TN
KGNT | STPRGDVVYLDLRHLGEKKLHERL PF I CELAKAYVGVDPVKEP | PVRPTAHYTMGG | ETDQNCETR I KGL FAVGECSSVGLHGANRLGSNSLAEL

f. Max. deviation (seelisting)
6 67 67*

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

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

[

Overall [

pdbll0v_06.ps



PROCH

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Chi3 &
Omega

Dihedrals

[T
MChbonds [TTT7]
MCangles [T

[TTTT
[TTTT

Mainch

Overall

=
o
o

ECK
Page 16

Residue properties
pdbllOv

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

80
60
40
20

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

400 405 410 415 420 425 430 435 440 445 450 455 460 465 470 475 480 485 490 495

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

d. Secondary structure & estimated accessibility

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

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

FAA ANN AAAAAABANE A ‘ ‘ ‘ ‘ HAAAAAARINIA AAANIA W 4 ‘ : ‘ ‘ ‘ ‘
VVFGRLAGEQATERAATAGNGNEAA | EAQAAGVEQRLKDLVNQDGGENWAK | RDEMGLAMEEGCG| YRTPELMQKT | DKLAELQERFKRVRI TDTSSVFEN

P .
Kk R kxkk 4R % P T
P AN

f. Max. deviation (see listing) . .
08 * % 5
: o warr i, Tulls

+ .
*
* K kkkk ok ok ok ok kok ok

4
*w
*o

*
*+
*x

*

L=
*+
*+

+
*
*
M
.
*
**
* *
M
¥

I

*

g. G-factors

chi4

ain

pdbll0v_06

.ps




PROCHECK

R . d t Page 17
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
]
g 80 -
g 60
8 401
< 20
o
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
o b. Absolute deviation from mean of omegatorsion
g
g 241
£ 18-
8 12-
® 61
£
O 500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion
o)
5 o]
£ 67
G 4 -
RS
S
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
-y o !
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible
e. Sequence & Ramachandran regions a Most favoured = Allowed [l Generousll Disallowed
A
TDLLYT I ELGHGLNVAECMAHSAMARKESRGAHQRLDEGCTERDDVNFLKHTLAFRDADGTTRLEY SDVK I TTLPPA AEMKNLK | EVVRY
f.Max. deviation (seelisting) .
80 5
A e s 1 0 L L innn L gof
g. G-factors
Phi-psi . 1 [ T [ T F [ T o 7 (| 0
i ki i
Dihedrals [T T T I T T T LTI T T T T T T T TR T T T T T T T T T T T T T I T T T T T [EEEEEREEREEEN|
ek R AMEREESEMERSESENERSESENERSRSENERBESENSRSECERSESESENSESRESRSECEEERSEEEEE H
Mainchain (T T T T T T T T T T T T LT T T O TP TP T T T T LTI T I T] [NEE EEEEEEEEE
Overall [T T LI I L T LR LT T L LT T LI TR [T T L T L [ LT T (T W1
500 505 510 515 520 525 530 535 540 545 550 555 560 565 570 575 5 10

pdbll0v_06.ps




PROCHECK
Page 18

Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Residue number

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

14 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

14 20 25 30 35 40 45 50 5 60 65 70 75 80 8 90 95 100 105 110

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

d. Secondary structure & estimated accessibility

e A T i e i it 1 A

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

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

NPEVDTAPHSAFYEVPYDATTSLLDALGY | KDNLAPDL SYRWSCRMA | CGSCGMMVNNV PKLACKTFLRDY TDGMKVEALANFPI ERDLVVDMTHF | ESL

f. Max. deviation (seelisting)
4

+ * + 7+ + Lo * * kg ++++: o+ 4t

g. G-factors
Ph (T [T [ [ [T
Gl RN aaiiheifalictacn. Sl el sEAE it
Grhega ¢ Eama H e RE" H H
Dihedrals  [(TT T T T T I T I T T T T T T T T T LT LT T T T T T T T T T T T T LT TP T T TP T T T LI T I T
ek R AMERENEEMENSNSENERSNSENENBSSEESESS ' CHEESS -HES3 | HSNSESSNSRSESENERSESENERSESENERSESEREREEEN
el NN NN EEEEEEE  SEEEEEE  EENE | SEEEEEEEEEEEEEEENEEEEEEEEEEEEEEEEEENNNEEEEE
overall [T T T T T T T T T T [T I I

14 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100 105 110

pdbll0v_06.ps



PROCHECK
Page 19

Residue properties
pdbllOv

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

% 100
% 80
£ 60
g w0
< 20
o
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
5 a0 b. Absolute deviation from mean of omegatorsion
g 2
£ 18-
8 12
® 61
£
O 114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number
0 c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

A AR A S VAVAVAS = SVAVAR: (i A

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

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

ANARNEAA AANAABA AARBINAAAAAAAAAA ARIRIA : ‘ : ‘ ‘ ‘ ‘ ‘ ‘ : ‘ ‘
EATKPY | IGNSRTADQGTN I QT PAQVAKYHQFSGC I NCGLCYAACPQFGLNPEF | GPAA | TLAHRYNEDSRDHGKKERMAQLNSQNGVWSCT FVGYCSEV

f. Max. deviation (see listing)

R
L T T T 2 B TP PUT U s A s T HUTNE £ J0F ST SO L5 ¢ o2 S FP TRNC TP TONE SE
g. G-factors
Phi N [T EEESEN T 1] |
S [THTET] e aEaiataainEae A e e
Chi3 & chi4 [ [ [ [ [ [ | [
Omega [ [ [ [1 W [ [ [
Dihedrals [T T T I T I T T T T T T I I T T T T T T T I I T T I T T I T I T T I T I T I T I T I I T [T T
e T e A Tl T
Vel NN NN EEEEES N EEEEENEENEEESENEEENEEEN  EEEEEEEEEEEEEEEEEEEEEEEEEEEEN]
Overall \‘HHH‘HH\‘\H\\‘\\HHHH‘HHHHH‘H\H‘\H.;.HHHH‘HHH\H\‘H.\‘HHHHH‘\HHHHHHHHH
114 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

pdbll0v_06.ps



PROCHECK

Page 20

Residue properties
pdbllOv

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

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

214 220 225 230 235 240 5

30

10 156 20 25 30 35 40 45 50 55 60
Residue number

b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

214 220 225 230 235 240 5

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

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

214 220 225 230 235 240 5

10 15 20 25 30 35 40 45 50 55 60

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

d. Secondary structure & estimated accessibility

UG INANA— 0 AN NN AR

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

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

FAAFABAAAAAAA

AAABAAAAAABABAAABAAAAAAAAAAA

AAAAAR

T T T T T T
CPKHVDPAAA | QQGKVESSKDFL ATLKPR

T T T T T T T T T T T T
TTKRKPYVRPMT STWWKKL PFYRFYMLREGTAVPAVWFSI| EL | FGL FALKNGPEAWAGFV

f. Max. deviation (see listing)

+

+ + o+ o+ +
* % * * * * *

g. G-factors
i-psi EEEEEE [NEN [N [T
i T . ™ B e
Chi3 & chi4 [T [ [ [ [ 1=
mega [T [T [ [ [ [
Dihedrals I T I I IT T T T T IIT T T1] T T T T T A T T T T T T T T T T T T T T T T T T I T T T TTT]
MChbonds [T T T T T T T T A T T T T T A A
MCangles [T T e e e e e A T T e T T T T T T T
Mainchain  [TTTT T T T I IT T T ITTTTTT] T T T T T T T T T T T T T T T T T T T T I T T ITTTTTT
Overall GO I T T T T T I T] O T L T T T T T L T T L T LTI T T T I TT]

214 220 225 230 235 240 5 10 15 20 25 30 35 40 45 50 55 60

pdbll0v_06.ps




PROCHECK

=
o
o

80
60
40
20

Chi-1 abs. mean dev.

30
24
18
12

6

Omega abs. mean dev.

Zeta abs. mean dev.
N A OO

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Resid t -
pdbllOv
a. Absolute deviation from mean Chi-1 value (excl. Pro)
61 70 75 8 85 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
b. Absolute deviation from mean of omegatorsion
61 70 75 8 8 90 95 100 105 110 115 120 125 130 5 10 15
Residue number
c. C-aphachirality: abs. deviation of zetatorsion
61 70 75 80 8 90 95 100 105 110 115 120 125 130 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

BE=ANNNAAANAA = )= D= NN =
Key:- <™ Helix

P——ARG

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

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

AAAARAAAAAAAAAAAAAAAAAAAAAAAAAABAARNANTAAR ABAAAAAAAAAAAAAAAAAARIAABIA

DFLQNPVIVI INLITLAAALLHTKTWFELAPKAANI | VKDEKMGPEP | | KSLWAVTVVAT IV I LFVALYW

f. Max. deviation (see listing)

. .4

SR ST T O SO L FE e T o o S S A SO S S P e e P e
g. G-factors

(1 ¢ | o] . I

: T

:::i \H 1

[T T T I T T I T T I T I T T T T T T T T T T T
[T T T T T T T e T e P T P P T T T P T T P P P T T T T T T T T T
A T 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 e e e
[T I T T T T T T T T T T T T T T T T T T T T T T T T T T

C [+

ORI T IO LT O TR ST T LTI T LTI TITTIT)
61 70 75 80 85 90 95 100 105 110 115 120 125 130
C = cis-peptide

T T T
MINPNPKRSDEPVFWGL FGA
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Residue properties
pdbllOv

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

=
o
o

80
60
40 -
20

Chi-1 abs. mean dev.

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

. b. Absolute deviation from mean of omegatorsion

24
18+
12

6_

Omega abs. mean dev.

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.
N

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

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

d. Secondary structure & estimated accessibility

NN == e N OAA AN ARA VAN AN =
Key:- <™ Helix [—) Betastrand == Random coil Accessiility shading: m Buried [] Accessible

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

 AAAAAAAAAAAATA BAANIA BAA AABAAAAAAAAAAAAA AAAAAAARIAAAAAA AAAAAAAAAANRAAATIN AAAA ‘ ‘ AA
GGWVSA | |APVMILLVGI LLPLGLFPGDAL SYERVLAFAQSFIGRVFLFLMIVLPLWCGLHRMHHAMHDLK | HV PAGKW FYGLAAILTVVTL IGVVTI

f. Max. deviation (see listing)

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

[T
MChbonds [TTT7]
MCangles [T
[T
[T

Mainchain  []

Overall {1
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Main-chain bond length e
C-N C-N Cc-O0
(except Pro) (Pro)
4 e 5p ] 1»
o) oy oy
& & &
> >3 >
8 8 8
LL LL L
T T T T T T L+_L T T T T T T
120 124 128 1.32 136 140 122 126 130 1.34 138 142 111 115 119 123 127 131
CA-C CA-C CA-CB
(except Gly) (Gly) (Alg)
« : : N =t : ‘
> oy oy
& & o]
> >3 >
8 8 8
LL LL L
140 144 148 152 156 1.60 159 143 147 151 155 159 140 144 1.48 1.52 156 1.60
CA-CB CA-CB N-CA
(lle,Thr,val) (therest) (except Gly,Pro)
‘ ‘ : » =t
& %) : )
& & ; o]
> >3 >
8 g | g
LL ! LC : T
142 146 150 1.5 158 162 141 145 149 153 157 161 133 137 141 145 149 153
N-CA N-CA
(Gly) (Pro)
o) oy
& &
> >3
8 8
LL LL
153 157 141 145 149 153 134 138 142 1‘..;5‘1.'50 154
Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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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Main-chain bond angles
pdbl

CA-C-N

(except Gly,Pro)

111 116 121 126

O-C-N
(except Pro)

118 123 128 133

C-N-CA

(Gly)

115 120 125 130

CA-C-O

o)
&
>
g
LL
101 106
<1
>
&
>
g
LL
108 113
>
&
>
g
LL
105 110
o)
&
>
g
LL

(Gly)

Black bars> 2.0 st. devs. from mean.

105 110 115 %1?5 130

Frequency

Frequency

Frequency

Frequency

Ov

CA-C-N

kel

y)

O-C-N
(Pro)

101 106 111 ﬁ‘lél 126

C-N-CA
(Pro)

107 12 117 122 127 132

1»

CB-CA-C
(Al3)

107 112 1117 122 1217 132

95 100 105 1+c7 115 120

Frequency

Frequency

Frequency

Frequency

Page 1

CA-C-N
(Pro)

41

101 106 111 1.;6;‘121 126

C-N-CA
(except Gly,Pro)

1»

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

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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Main-chain bond angles

CB-CA-C N-CA-C N-CA-C
(therest) (except Gly,Pro) (Gly)
] €2 2p | |
o) oy oy
& & &
> >3 >
g 8 8
LL LL L
95 100 105 110 115 120 96 101 106 111 116 121 97 102 107 112 117 122
N-CA-C N-CA-CB N-CA-CB
(Pro) (Ala) (lleThr,vVal)
<« ‘ : Tt R
> oy oy
& & o]
> >3 >
g 8 8
LL LL L
% 101 106 111 116 11 95 100 105 110 115 130 96 101 106 111 116 121
N-CA-CB N-CA-CB
(Pro) (the rest)
> oy
& &
> >3
g 8
LL LL
83 93 93 103 108 113 95 100 105 110 115 120

Black bars> 2.0 st. devs. from mean. q or ) signifiesdata 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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RM S distances from planarity

ARG

1»

Freguency
5

20

000 001 002 003 004

GLN

Freguency
5

20

000 001 002 003 004

PHE

80

gGO-

40

Frequ

20

0.00 001 002 0.03 0.04

pdbllOv

ASN

80

Frequency

20

Frequency

000 001 002 003 004

GLU

80

Frequency

20

000 001 002 003 004

TRP
801 i
o) |
60 ‘
o |
= I
8 40 |
L :
201 |
000 001 002 003 004

Page 1

ASP

20

000 001 002 003 004

HIS

0.00 001 0.02 0.03 0.04

TYR

5»

0.00 001 0.02 0.03 0.04

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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Page 1
Main-chain bond lengths
CA 1540 CB CA 1525 C CA 1540 CB CA 1540 CB CA 1540 CB CA 1540 CB
Ava 82 A Ala128 A Thr 272 A lle 361 A Thr 369 A lle 465
CA 1521 CB CA 1530 CB CA 1540 CB CA 1525 C C 1231 O CA 1525 C
A Ala515 B Cys 65 Blle 98 B Leu 240 B Pro 242 B Pro 242
N 1466 CA C 1231 O CA 1525 C CA 1530 CB N 1458 CA CA 1540 CB
| | | |
= = e ~Ten =T e
B Pro 242 B Arg 243 B Arg 243 B Arg 243 B Arg 243 CThr 31
CA 1540 CB C 1329 N C 1329 N C 1329 N C 1329 N C 1329 N
1.597 1.137 1.485 1.453 1.214 1.594
D lle118 NLys 4-NAsn 5 NArg 54-NTrp 55 NTrp 55-NSer 56 N Gly 63-N Ser 64 N Ser 64- N Cys 65
C 1231 O C 1329 N C 1329 N C 1329 N CA 1540 CB C 1231 O
1.295 1.034 1.042 1.487 .590 .333
N Cys 65 NVa 69-NAsn 70 N Pro159-N GIn 160 N Phe 161 - N Gly 162 N Ile 168 N Arg 184
C 1329 N C 1329 N
0.833 567

PAsp 9-PGlu 10 PAla 95-PGly 96

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

Main-chain bond angles

N 12, ¢ N 112 ¢ N 118 ¢ N 112 ¢ N 112 ¢ N 112 ¢
CA CA CA CA CA CA
A Ala128 A Asn 204 A Pro 277 A Vva 312 A His 355 B Cys 65

N 125 C ¢ 1226 ¢cao N 118 ' C caA 1169 , N o 120 N CA 12208 o
124.9 1514 W V% 135.3 1332
cA é CA

BGly169  BLys241-BPo242  BPro242  BP0242-BArg243 BPro242-BArg243 B Arg 243

N 12 ¢ ¢ 126 ca N M2 ¢ N 112 ¢ N U2 ¢ N 2 ¢

126.4 1354 121.3 W W W
CA N

CAsn 65 CAsn 65- CPro 66 Dlle 27 D Val 116 M Va 38 M Tyr 84
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Page 2
Distorted geometry
pdb1l0v
Main-chain bond angles (contd)
M Glu 97 M Asn 174 M Met 243 M Met 268 M H|s355 M Ser566
1162 o T e 1162 o

128.8 111.2 132.1 104.Q, 128.4 110.8

NLys 4- NAsn 5 NLys 4- NAsn 5 NLys 4 NAsn 5 NArgS4 N Trp 55 NVal 69 - NAsn 70 NVva 69- NAsn 70

1217 1230 1162 1112 1112 1118
\ 148.0 : 1104 128.0 121.4 101.0 123.0
N Val 69- NAsn?O N Ser 183 - NArg184NAr9184 N Asp 185 OAsn 65 PAsn 4 PPro 5
111.2 111.2
121.9 126.3
PThr 117 PIIe 118

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

Planar groups
LB ( cB cB - cB -
0.031 0.037 0.035 0.068 0.040 0.034
A His 44 A Trp 103 A Phe 146 A Tyr 199 A Phe 228 A Tyr 260
cB cB CB CB cB CB
0.030 0.047 0.033 0.036 0.039 0.036
A Tyr 262 A Tyr 356 A Phe 402 A Phe 554 B Tyr 13 B Phe 96
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Page 3
Planar groups (contd)
& |
cB cB cB cB CcB
0.052 0.030 0.031 0.050 0.051 0.045
B Tyr 119 B Tyr 142 B Tyr 179 B Tyr 209 B Arg 243 D Trp 76
CcB CB CB CB CB CB
0.031 0.064 0.034 0.038 0.035 0.032
M Tyr 262 M Tyr 266 M Tyr 313 M Tyr 338 M Tyr 356 N Tyr 84

CB

CB CB CB
0.038 0.054 0.032 0.036
N Tyr 209 O Tyr 129 P Phe 17 P Tyr 101

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