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Ramachandran Plot
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Plot statistics
Residues in most favoured regions [A,B,L] 539 88.1%
Residues in additional allowed regions [a,b,l,p] 71 11.6%
Residuesin generously allowed regions [~a,~b,~l,~p] 2 0.3%
Residues in disallowed regions 0 0.0%
Number of non-glycine and non-proline residues 612  100.0%
Number of end-residues (excl. Gly and Pro) 6
Number of glycine residues (shown as triangles) 66
Number of proline residues 69
Total number of residues 753

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 favour

ed regions.
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Ramachandran plots for all residue types

Page 1

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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Page 2

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

pdblcfm
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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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Phe (18)

Met (6)

Chi1-Chi2 plots
pdblcfm

Lys (63)
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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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Main-chain parameters
pdblcfm

OOa Ramachandran plot quality assessment
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f. Overall G-factor
1.0

0.51
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-0.54
-1.0

G-factor

-1.54
-2.01

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 %-tageresiduesin A, B, L 612 88.1 83.8 10.0 04 Inside

b. Omegaangle st dev 747 13 6.0 3.0 -16 BETTER
c. Bad contacts/ 100 residues 140 18.6 4.2 10.0 1.4 WORSE
d. Zetaangle st dev 687 11 31 16 -1.2 BETTER
e. H-bond energy st dev 390 0.8 0.8 0.2 0.0 Inside

f. Overall G-factor 753 0.3 -0.4 0.3 23 BETTER
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Side-chain parameters
a. Chi-1 gauche minus b. Chi-1 trans
50 50
g 8 40
o] oy
k=) =
= § 397
B &
é g 20
e ©
& &
°© e]
8 g 10
A 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 ©
& &
°© e]
g 10 &
A 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 pdblcfm
S 20
e
&
°©
& 104
(]j ]
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 91 7.9 18.1 6.5 -16 BETTER
b. Chi-1 trans st dev 163 8.2 19.0 53 -20 BETTER
¢. Chi-1 gauche plus st dev 298 84 175 4.9 -1.9 BETTER
d. Chi-1 pooled st dev 552 8.9 18.2 4.8 -1.9 BETTER
e. Chi-2 trans st dev 206 74 20.4 5.0 -26 BETTER
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Residue properties .
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a. Absolute deviation from mean Chi-1 value (excl. Pro)
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5 10 b. Absolute deviation from mean of omegatorsion
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Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

5 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

g Ve el —ns S s N

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

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

mA
T T T T T T T T T T T T T T T T T T T T
YPVFAQONYANPREANGR I VCANCHLAQKAVE I EVPQAVLPDTVFEAV | ELPYDKQVKQVLANGKKGDLNVGMVL | LPEGFELAPPDRVPAE | KEKVGNL

f. Max. deviation (seelisting)
4

*g * + * * + * + * + + +
*************************************************
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MC bonds [T T T T T T T T T T
MCangles [T T e T
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Residue properties
pdblcfm

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

40
30
20
10

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 A O ©

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.
N

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

Tl el s — ) L

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

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

BEAAAAAAABIAAAAAR ANBABAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
YYQPYSPEQKN I LVVGPVPGKKY SEMVVP | L SPDPAKNKNVSYLKY P 1YFGGNRGRGQVY PDGKKSNNT | YNASAAGK | VA TAL SEKKGGFEV S| EKAN

f. Max. deviation (seelisting)
6

3 + o+ + + o+ +

g. G-factors
Ph i 5 5 W] lﬂ]
Chil-chi2
ch3 s ﬂ ]
Omega I [ 1T
Dihedrals [T T I T T T T T T T T T T T T L T i L T ]
oy A
MC angles [T
Mainchain [T T T T T T T
Overall \\H\\H\\‘\\\HJ\C\H‘\\\H‘\H\\H\HHH\‘H\H\\H\‘HH\‘\\H\\H\\‘\\HHH\\‘H\H\HH‘HHHHH‘H\H‘\

105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200
C = cis-peptide
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Residue properties
pdblcfm

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

40
30~
20
10+

Chi-1 abs. mean dev.

205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omegatorsion

5 10 15 20 25 30 35

Omega abs. mean dev.

205 210 215 220 225 230 235 240 245 250 10 15 20 25 30 35

Residue number

c. C-aphachirality: abs. deviation of zetatorsion

5

Zeta abs. mean dev.

Chi3 & chi4
Omega
Dihedrals
MC bonds
MC angles
Mainchain

Overall

205 210 215 220 225 230 235 240 245 250
Residue number

5 10 15 20 25 30 35

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

d. Secondary structure & estimated accessibility

T L — CRAY N A e

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

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

AAABIAAA  AAAAABIAAAARIAAAR AABAAATRAAAAAAAAAABIAAA
T T T T T T T T T T T T T T T T T
GEVVVDK | PAGPDL | VKEGQTVQADQPL TNNPNVGGFGQAETE | VLONPAR YPVFAQQNYANPREANGR | VCANCHLAQKAVE | EVPQAV

f. Max. deviation (see listing)

g. G-factors
BT o RN

T T T T T T T T T T T T T T T I T T T I T T T IE T T I T T T T T T T I T T T T T
T T A A T T T A A T T T
T e e e T T T T P T T T T T T T A T T T
T T T T T T I T AT T T T T T T T] T T I T T T T T T T T T
OO T L T L T L T LT T T T T T T O L T T T L LTI LT T
205 210 215 220 225 230 235 240 245 250 5 10 15 20 25 30 35
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Residue properties
pdblcfm

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

40
30~
20
10+

Chi-1 abs. mean dev.

4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

4 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115 120 125 130 135
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135

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

d. Secondary structure & estimated accessibility

e » S =

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

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

WA AAAARAAAAAAAAAAAA ABAAAAAAAIAAAAAA AABAAAAAAAAARIRAABIAA
L PDTVFEAV | EL PYDKQVKQVLANGKKGDLNVGMVL IL PEGFELA PPDRVPAEI KEKVGNLYYQPYSPEQKN | LVVGPV PGKKYSEMVVPI LSPDPAKNK

f. Max. deviation (see listing)

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

g. G-factors
Phi.- S | H H BT

Ch|3& chi4
Omega
Dihedrals ]

[T I T I T T T TTTTT
MC bonds [T T T T T T T
MCangles [ T T
[T T TTTTT
[T T IT T T ITTIT T I ITTITTITITTTT

Mainchain  []

Overall {1

40 45 50 55 60 65 70 75 80 8
C = cis-peptide

o+ HEH H
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Residue properties
pdblcfm

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

40
30~
20
10+

Chi-1 abs. mean dev.

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235

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

d. Secondary structure & estimated accessibility

e — T e T T—

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

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

AATEERAAAAAA AAAABAAAAAAAA. AANBIAAAAAAAA — AAAAAAATIR AAAAARAAAATIAAAR
T T T T T T T T T T T T T T T T T T T
NVSYLKYP1YFGGNRGRGQVY PDGKKSNNT I YNASAAGK | VA TAL SEKKGGFEV S| EKANGEVVVDK | PAGPDL | VKEGQTVQADQPL TNNPNVGGFGQ

f. Max. deviation (see listing)

++ 4k Kk
Kk k K kkkk Kk kkkkk Kk k

+
+
+
+
+
+

Chi3 & chi4
Omega
Dihedrals [

[TT
MC bonds \}H
[TT
[TT

MCangles |
Mainchain |

Overall [
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Resid t e

pdblcfm

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

o

% 40 1

e 301

8 20+

< 10

o

240 245 250 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Residue number

5 10 b. Absolute deviation from mean of omegatorsion

E 61

8 41

® 21

S

O 240 245 250 5 10 15 20 25 30 35 40 45 50 5 60 65 70 75
Residue number

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

g

E o

g 4

N

240 245 250 5 10 15 20 25 30 35 40 45 50 5 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

et CHAY I AV S o St et |

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

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

AAAAATAAAAAAAAAAAAAAAAIAAAAAAANBARTIAAAAAAAAA
T T T T T T T T T T T T T T T
AETEIVLQNPAR YPVFAQQONYANPREANGR | VCANCHLAQKAVE I EVPQAVLPDTVFEAV | EL PYDKQVKQVLANGKKGDLNVGMVL I LP

f. Max. deviation (see listing)

+* + * + + x4 + 4+ + +++
R EETI * ok kx * % K kk K kK KA K x * % * * kK x

g. G-factors

Chi3 & chi4
Omega
Dihedrals  [TITTTITTITT]

LTI T I T T T T T T L T T T T I T LTI T T I T T T T TTTTTTITTT
MC bonds L T T e P T P P T P PP P P T TP TP T T T
MCEHQ"SW A e e A A e e P T T T T T T T P T P P T T T T P P P P T T T T
[EEEEEEEEEEEEE NN NN NN
[EENEEEEEENEE NN NN NN

Mainchain  [TTTTTTTTTTT]

Overall

[

[

l

I B
240 245 250 5
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Residue properties
pdblcfm

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

40
30~
20
10+

Chi-1 abs. mean dev.

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

b. Absolute deviation from mean of omegatorsion

Omega abs. mean dev.
N A O ©

79 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Zeta abs. mean dev.
N A OO

79 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175

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

d. Secondary structure & estimated accessibility

o

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

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

AABAAAAAAAAAAAAAAAANAATBAAAAAAN. AABABAAAAAAAA
T T T T T T T T T T T T T T T T T T T T
EGFELAPPDRVPAE I KEKVGNLYYQPY SPEQKN I LVVGPVPGKKY SEMVVP | L SPDPAKNKNVSYLKY P |YFGGNRGRGQVY PDGKKSNNT | YNASAAGK

f. Max. deviation (see listing)

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

g. G-factors

Chi3 & chi4
Omega
Dihedrals [

[T T T T A T T TIITTT
MC bonds [T T T T T T T T T T
MCangles [T T
[T T T T TTTT
[T T I T T T T ITT

Mainchain  []

I I \ I

I I I I

\ \ \ \

I I I I
Overall [ : I I [TITT1
79 8 90 95 100 1
C = cis-peptide
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Residue properties
pdblcfm

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

50
40
30
20
10

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

b. Absolute deviation from mean of omegatorsion

|

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250
Residue number

c. C-aphachirality: abs. deviation of zetatorsion

Chi-1 abs. mean dev.

N B OO

Omega abs. mean dev.

Zeta abs. mean dev.
N A OB

179 185 190 195 200 205 210 215 220 225 230 235 240 245 250

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

FANAAAAAAAA ~ AAAAAATININ AAARAAA AAAAAANBIAARIBIAAA AAABAAAAAAAR
T
I VAI TAL SEKKGGFEVSI EKANGEVVVDK | PAGPDL IVKEGQTVQADQPLTNNPNVGGFGQAETE | VLQNPAR
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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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RM S 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: RMS dist > 0.03 for rings, and > 0.02 otherwise.
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