PROCHECK

Ramachandran Plot
1ZRT

180 NTEHSS T
b
d(U L b @) PR(H&FY@_S‘N 122 ®) T;

PRO 419 (@) ®
. GLYLY 56 (ﬂﬂ"m@b ALA 114@@? 189 (Q).
1354 A [T1E)
R4 O o e ﬁ&iﬁé)@i_
[ &é%
A .56 (9]
ILE 16015 168 (Q)
©) ILE 4.20 ®
%\ ILE 325 (®)
3 ME 118 (E)
%0 . I -10 rg)) ARG (((?))))
o J S ALA
= STR 3 ® R PHE LI8 (R)
wn A
A _%?Engﬁ%hw(@) *
HIS 8'€) a GLU 125(R)
i %%‘I%ﬁ ®)
P s8(D) SERZ33 @) ARA §17(®)
WA Byt
! 33X @P©)
ARG 35% 498 (@) m
m IL SP 511 (D)
s i SERL16 (@ ALA oy
—135“‘129@' o LEU 2| %) PRO]lﬁ(ELPASPM &) () ALAY a0
]
LYS 103 (R) | p ‘ A jé >
m Am )
= 4 ] AI‘ -] A )
am® P 69 (D)
™ i n 8 - T 1 T
-180  -135 -90 -45 0 45 90 135 180
Phi (degrees)
Plot statistics
Residues in most favoured regions [A,B,L] 899 62.3%
Residues in additional allowed regions [a,b,l,p] 388 26.9%
Residues in generously allowed regions [~a,~b,~l,~p] 91 6.3%
Residues in disallowed regions 64 4.4%
Number of non-glycine and non-proline residues 1-4;;1-2 1(-)-(;-(-)?%
Number of end-residues (excl. Gly and Pro) 10
Number of glycine residues (shown as triangles) 156
Number of proline residues 112
Total number of residues 1-7“2-()

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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Numbers of residues are shown in brackets. Those in unfavourable conformations (score < -3.00) are labelled.
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Ramachandran plots for all residue types

Shading shows favourable conformations as obtained from an analysis of 163 structures at resolution 2.0A or better.
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Asp (82)

Asn (48)

Chi1-Chi2 plots
1ZRT

Arg (66)
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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
1ZRT
Lys (56) Met (58) Phe (94),
“Tie LW T W §
B il l”*D*”D*Eﬂ%”* 1 .*l”;”ﬂjﬂ%*” e | ‘l*”ifzﬂfa;@.@
o 270 3 3 C 270 3 3 . 5 270 3 3 3
= | | . : m - | | |
Q | | ] | | |
180-777717 ————— E\D‘FLBDU%%****ISO-****T —————— @———;—E}D‘—_———mo-—ﬂﬁ 7777777 oo —
o0 3 CIE W i B Y B
LT T e - N _ R 1 S N . . %ﬂﬂ‘;“ 275—&—
| | | | | | | | - |
l l l l l l l l B
90 180 270 360 90 180 270 360 90 180 270 360
Chi-1 Chi-1 Chi-1
Trp (52 Tyr (68
360 T p\( ) T 360 T yl?;s( ) u\
I e o e W B
| -3 . i l i i
o 270 Q:D ] Da X Q: 270 : : :
= l l N l l l
O gt - RN .17 S R R A
| | B esa | | |
| | . | | | |
l l gt l l l
01 | o |0 48w
- - = - - O----m-m—---- ***r*****% ****** %0***
| il L] = a
0 90 180 270 360 0 90 180 270 360
Chi-1 Chi-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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Main-chain parameters
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a. Ramachandran plot quality assessment 2153). Peptide bond planarity - omega angle sd
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Plot statistics
Comparison values No. of

No.of Parameter Typical Band  band widths

Stereochemical parameter data pts value value  width  from mean

a. %-tage residues in A, B, L 1442 62.3 53.6 10.0 0.9 Inside

b. Omega angle st dev 1708 1.5 6.0 3.0 -1.5 BETTER
c. Bad contacts / 100 residues 502 29.2 32.6 10.0 -0.3  Inside

d. Zeta angle st dev 1560 1.4 3.1 1.6 -1.1  BETTER
e. H-bond energy st dev 977 1.0 1.2 0.2 -0.9 Inside

f. Overall G-factor 1720 -0.2 -1.0 0.3 2.6 BETTER
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Side-chain parameters
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1ZRT

Plot statistics

Comparison values No. of

No.of Parameter Typical Band  band widths
Stereochemical parameter data pts value value  width  from mean
a. Chi-1 gauche minus st dev 138 22.9 31.8 6.5 -1.4  BETTER
b. Chi-1 trans st dev 472 21.9 30.1 5.3 -1.6  BETTER
c. Chi-1 gauche plus st dev 564 22.9 28.8 4.9 -1.2 BETTER
d. Chi-1 pooled st dev 1174 22.6 29.7 4.8 -1.5 BETTER
e. Chi-2 trans st dev 268 21.0 28.5 5.0 -1.5  BETTER
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Residue properties
1ZRT
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d. Secondary structure & estimated accessibility

c RAL 8 NNNANNN R AN

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

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

T T T T T T T T
SGIPHDHYEPKTGIEKWLHDRLP IVGLVYDT IMI PTPKNLNWWWIWGIVLAFTLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRDVNGGWAMRY I HANGA

f. Max. dev1at10m(sge hstlng) e e s
* * # 807 6 4
ok ok *® «{<4< **+ *+ * ok *++ + * * * "'* +>}~+ +
kokkokk kok 4 * *6**4><* **8** 4 4Rk gk k ok R pppppRRER LR kg +4 % * k *****]56 **8*5****+ FR
__****#****»*#*x****#*x#******_*_****#*x****#_x#*****************_****_#************_#*x***********
g. G-factors
Phi-psi *]-”#%-II* ] .
Chli -SclhiZ ] 1] an H .H:H> H,, H ] H H ,,H H
glﬁiégcnl‘zt [ [T [T [ 11T [ EERENEN [ [
1 chi
Omega [T H\ [ HHH\H [T [T [ [T [T [T
Dihedrals [T T T [T T B T R T T T T I T T T T T T T T I T T T T T TR T TR B T T
MC bonds [T T T T TTTIT] 11T [T T T T T P P P T T T T PP T TP ITIT]
MC angles \HHHHHHHHHEHH IENENERERN T T I T P T A T T T T I T P T P T A T T
Mainchain [T T T T T TTT T T T TT T T T T 1o T T T TR 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
Overall EEEEENEENEEEEEEESEES EENEENESEESESNENESEEEES EESEEEENEEEEEEEEEEEEEEEENEEEEENEEEEEEENNNENENEENEREEEE
2 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100

1ZRT_06.ps




PROCHECK

Page 2

Residue properties
1ZRT
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d. Secondary structure & estimated accessibility
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Residue properties
1ZRT

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion
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deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility
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Residue properties
1ZRT

a. Absolute deviation from mean Chi-1 value (excl. Pro)
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c. C-alpha chirality: abs. deviation of zeta torsion
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d. Secondary structure & estimated accessibility
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Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
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d. Secondary structure & estimated accessibility
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Residue properties
1ZRT

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

80 1
60
40
20 A

Chi-1 abs. mean dev.

65 70 75 80 85 90 95

100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

b. Absolute deviation from mean of omega torsion

65 70 75 80 8 90 95

100 105 110 115 120 125 130 135 140 145 150 155 160
Residue number

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

z 20
s}
%16_
512-
£ 8-
-
g

o

=~ 10
3
§8
15)6
34
<

s 2
Q

N

65 70 75 80 85 90 95

100 105 110 115 120 125 130 135 140 145 150 155 160

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

- + o A ~m
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
Ly : ‘ ‘ pCLLIL I : [Tl A AAMNNTIA TN, ‘ ‘ ;
AAGLDTI IDKDSGEERDRKETDMFPTRVGDGMGPDL SVMAKARAGF SGPAGSGMNQLFKGMGGPEY I YNYVIGFEENPECAPEGIDGYYYNKTFQIGPDT
f. Max. deviation (see listing) *
* * * ok * ® 9
::**\:xi I_,_ *+: + % 4% :_,_x P ::_,_ :* * *:*++ *T 1— + :: 6 *
sk kckokokkk ok kckckkckk Rk kk kR ok kkckkkokkokok Rk ok ok % kwokk sk wckokokckk Rk Rk kkkk ok ok kk kEckk ok
g. G-factors
Phi-psi Tr]_ I]]IDﬁII_]I_] HI T
Chil-chi2 L] [
Chil onl
Chi3 & chi4 [ [ [ I [ [T
Omega [ [T [ [ [T 1T
Dihedrals  EERCT T T T T T T T T T T T e T T T T T T T T T T T T
MC bonds
MC angles - CHEHRHHHHHHH AR AR A AR AR
Mainchain [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
Overall [T I T T T T T T T T T T T T T R T S T T T T
65 70 75 80 8 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160

1ZRT_06.ps




PROCHECK

Residue properties
1ZRT

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

—_
o
S

Page 7

80
60
40
20

Chi-1 abs. mean dev.

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
oo
1

167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number

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

=~ 10
3
= 87
S 64
g
£ 4
<
g 27
N
167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e AAAAAURG S ANANANANANAS——— B
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
éKGVK i THGSV‘VARMPl"PLVDDQVTYEDGTPATVDQMAQDVSAFLMWAAEPKLVARKQMGLVAMVMLGLLSVMLYLTNKRLWAPYKGHKA E
f. Max. deviation (see listing) .
g. G-factors
Phi-psi 5 NES BN NE_SEEEEEN (T
Al S, ol e e gt e
b mIBmEIE e S T
Dihedrals T T T T T T T T T T T T T T T T LT T T T T T T T T T T T T O
NG PR R EEFE R EE e e PR R :
Mainchain [T T T T P P T T T T T P T T T T T T T T T T T O
Overall T T T T T T T T T T T T T T T I T T T T T T I T I T T T T T I T I T TP T T T T I TTTITTITTTTTTT] O
167 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255

1ZRT_06.ps




PROCHECK

—_
o
S

80

40
20

Chi-1 abs. mean dev.

N A~ N

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

Page 8

Residue properties
1ZRT

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

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
oo
1

12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number

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

12 20 25 30 35 40 45 50 55 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 ot G T T T

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

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

T T T T T T T T T T T T T
RDFLYHATAATGVVVTGAAVWPL INQUNASADVKAMAS I FVDVSAVEVGTQLTVKWRGKPVFIRRRDEKDIELARSVPLGALRDTSAENANKPGAEATDE

: ) : R . . . 5oy
T T TS s IS SE S e SOV SN S SN NS L SO IS e o5t JUUUE T,
g. G-factors

::# F:_:-:EH,,!,##J :]TZ-I::
HH H T an T H
[T T T T T T I I I T T I T T T T e I T T T e e T T T T T I T T T I T T T I T I T T T T T T T T
AR EENERREEAREENNA S NERRSEEEENEEREEEEES R EEENNEEENEEREEEEESNEEEENEEESEEEESSERRSSEEESEEEESEEES
[T T T T I T T T T T T T T T T T T T T T e T T T T T T T T T T T T T T T I T T T T T T T T
T T T T T T T T T T T T T L I T T L T T TR L T T T T T 1]
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1ZRT_06.ps




PROCHECK

R . d . Page 9
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
]
T 80
g
g 60 -
£ 401
<
= 20 A
£
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10
Residue number
: b. Absolute deviation from mean of omega torsion
é 20
§ 16
E 12-
| 87
X
=
© 112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 8
QE) 6
3 4
<
s 2
N
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
T T R e e = P
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions a Most favoured & Allowed [l Generous Il Disallowed
NTH I
NRTLPAFDGTNTGEWLVMLGVCTHLGCVPMGDKSGDFGGWFCPCHGSHYDSAGR IRKGPAPRNLDIPVAAFVDETTIKLG SGIPHDHYEP
f, Max. deviation (see listing)
4436 10 L M. . i
T O SRTUEJUt 7t SN OUOE S5 S5 S O eI S
g. G-factors
Phipsi ﬂn T T f:]] T -jﬂI::]_Ftr T L
ggg-{;&mjﬂ \\77\\ [ 117 [ ] [ 11 H%\.
Omega [ [T [ 1T [ [T [T
Dihe(girals TR T T T T T T I T A T T T I T T T T I T I T I T T T T [T T
MC angles - A A A HHHHH
Mainchain [T T T T T I T T LTI T T T T T T T T T T T T T I T T T I T T T T I CITTTTITTTT]
Overall [T T I T T I L T T L T T L TR I T T EEENERNENN
112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 10

1ZRT_06.ps




PROCHECK

80

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

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

Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

401
201

°d . Page 10
a. Absolute deviation from mean Chi-1 value (excl. Pro)
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
b. Absolute deviation from mean of omega torsion
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 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

Key:- <™ Helix O Accessible

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

EEEAAAAAA
T T 7 T 7 T T T T 7 T T T T T T T T i T
KTGIEKWLHDRLP IVGLVYDT IMI PTPKNLNWWWIWG I VLAFTLVLQIVTGIVLAMHYTPHVDLAFASVEH IMRDVNGGWAMRY I HANGASLFFLAVY IH

|:> Beta strand == Random coil Accessibility shading: B Buried

f. Max. deviation (see listing) e
4+ 7 5 * * 807 7 4 +
* T s 4 ALK + + * * * T Ok +
* % + *® 7**5** **’;** * +**+*** **+++++**>ﬁ<*+* B +* + * K *****247 **2*5****+ **+*+*+>ﬁ<****
EE R ok sk ok K sk ok EE
‘ ‘

gk ook ko ok kokok R ok ok ok k kR ok ks sokok ok ok k% Lok ook ok ko ok ok R ok Rk ok O R sk sk sk ok ok ok ok R ok o R Rk ok sk sk ok R
I I I I i I I I I I I I I I

g. G-factors
T Mr-I]I [T ﬂq:m -H T m
bl i e i e R AR A ana A aea aRu AR it

T T T R T T T T T T T T T T T T T T I T T T I T T T T T T T e T T T I T I e T T I T T I T T
PR PP R FEF R F e e e e
[EEEEEEEEREENEEEEREEEENEEEEEEEEREEEEE BN EENEEEEEEEEEEEEEEEEENEEEEEEEEEEREENEEEEEENEEEEEEEEEEEENNEREEN|
O T, e T T, T T T T T T T R T T I L e T T TR T T
12 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110

1ZRT_06.ps
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Page 11

Residue properties
1ZRT

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210
Residue number

b. Absolute deviation from mean of omega torsion

5 20

o

g 16

]

E 12

2 3

& 4

£

© 112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

_§ 10

- 8

2 6

£ 4

<

s 2

Q

N

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210

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

d. Secondary structure & estimated accessibility

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

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

IFRGLYYGSYKAPREITWIVGMV I YLLMMGTAFMGYVLPWGQMS FWGATVITGLFGAIPGIGPS IQAWLLGGPAVDNATLNRFFSLHYLLPFVIAALVAI

f. Max. deviation (see listing)

+ + o+ o+ o4

* + + +  Fe+ woE kEg Epkok + o+ o+ + + *
ok gy ko ko bRk Rk kR Lok Rk ok Rk kkkkkk kg 4 kR kR gk dopkok ok pokok ok Lok ok ok kR ok Rk ok gk g
otk kR ok ok sk ko kol R Sk R KR Rk R ROk ROk R SRR ROk R ok ok Rk skokoR kR Rk SRRk R R R Rkl R sk R Rk R RO K ROk ok R sk R sk sl R kR SRR K R Sk R ROk R kR K ok
. i . . . . . . . . i . . i . . . .

*+

g. G-factors

iy et PR R S R R T R

[EEREEE]
[EERERE]
Dihedrals [T T
MC bonds [T
[EEEREEN
[TTTTTTT
TTTTTTT

MC angles
Mainchain

Overall [

|

[

[

[

[

[

T T T T T T T T T T T T T T T T ‘

112 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205

¢ = cis-peptide

1ZRT_06.ps
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Page 12

Residue properties
1ZRT

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

b. Absolute deviation from mean of omega torsion

20
16
12

Omega abs. mean dev.

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310
Residue number

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

N A~ N

Zeta abs. mean dev.

212 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300 305 310

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

d. Secondary structure & estimated accessibility

AN s 8 SRR\ SN\

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

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

HIWAFHTTGNNNPTGVEVRRTSKADAEKDTLPFWPYFVIKDLFALALVLLGFFAVVAYMPNYLGHPDNYVQANPLSTPAHIVPEWYFLPFYAILRAFAAD

f. Max. deviation, (see listing) .
+ . *+ +>§='+>{<* * * * Ok *® ++4+ +

ok ok ok **8 **+ **5***** * **+ + *;k**+*>i<**+*+ >Z<*$+*+

ok kR ok Rk ok Rk R kR kR R R R Rk Rk ok ok kR ok okok ok ok ok ok o sk k R Rk R Rk R Rk Rk

s
5
. +
3 D4 kg kEkpgk 4%
s kkokokk kR kR kkokk ¥ sk
i I I i

d okokokokok kR ok ok kR
I I I I

*+
* %+
* %+
*+
* % %
*
*
*
*

g. G-factors

Phi-psi 1

Chil oy N ] [ e :# nicn -ﬁ!:H:H»77 [] ]
Chil only

Chi3 & chi4
Omega

Dihedrals [
MC bonds }
[

MC angles
Mainchain

|

[

[ [

[ [T

[ [T

[ [TT
Overall [ : i [ [T1
212 220 225 230 235

¢ = cis-peptide

1ZRT_06.ps
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Residue properties
1ZRT

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

—_
o
S

80 1

401
201

Chi-1 abs. mean dev.

312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
oo
1

312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410
Residue number

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

N A~ N

Zeta abs. mean dev.

312 320 325 330 335 340 345 350 355 360 365 370 375 380 385 390 395 400 405 410

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

d. Secondary structure & estimated accessibility

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

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

VWVVILVDGLTFGIVDAKFFGVIAMFGATAVMALAPWLDTSKVRSGAYRPKFRMWFWFLVLDFVVLTWVGAMPTEYPYDWISLIASTYWFAYFLVILPLL

f. Max. deviatilon (see listing) ,

i + o+

+* * % >{<+ ‘+** * +* * + * + & ok *+ * *+ *
3 ddk g ok kekkkkkkwk gk Lk ke @k kR L * ok ok skokok gokokok ok poksk g kok sk Ry gdkkokok gy okkok g okok sk g
_*__*_***__*»**_****************************___***********************_>‘ﬁ_ H* ok B

. . . . . . . . . . . . .

g. G-factors

Phi-psi . [ T BN CEC DEES RSN ]

Chil-chi2 1] ] ]

Chil onl;

Chi3 & chi4
Omega

Dihedrals [
MC bonds }
[

MC angles
Mainchain

|
[
[ [T
[ [T
[ [T
[ [TT
Overall [ i i [ [11
312 320 325 330 335

¢ = cis-peptide

1ZRT_06.ps




PROCHECK

R . d . Page 14
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 401
<
= 204
£
412 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
: b. Absolute deviation from mean of omega torsion
é 20
% 16
E 12-
| 87
X
=
© 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
412 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
e o AA A s e A —
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
em Ramachandran regions 4 Most favoured m Allowed [ Generous l Disallowed
] 1] 1
éATEKPEP i PAS ll‘EEDF SNVPDHAFSFEGI FGKYDQAQLRRGFQVYNEVCSACHGMKFVP IRTLADDGGPQLDPTFVREYAAGLDT I IDK
f. Max: deviation (see listing)
1o ! , . o4 wks she w k
A canhe odtnonee LD samainn
g. G-factors
Phicpsi FD:: :w T _]1 mﬂ
. i s
Dihedrals [T TTT T RERCEETTT] T T T B T T T T I T T A T T T T T I T I T T T T I TR T T T
VG boies EH A A A A A A
Mainchain [T T T TTTTTTIITTT] [EEEEEEEEEEEEEEE NN NN NN
Overall [T TR ITT] (o T T T T T T T A T T T TR T I T
412 420 425 10 15 20 25 30 35 40 45 50 55 60 65 70

1ZRT_06.ps
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Residue properties
1ZRT

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

—_
o
S

80 1
60
40
20 A

Chi-1 abs. mean dev.

75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173
Residue number

b. Absolute deviation from mean of omega torsion

Omega abs. mean dev.
oo
1

75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173
Residue number

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

=~ 10
3
= 8
S 6
=
3 4
<
s 2
N
75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
= B
T Y ~m =1
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
o gl syl o o sl o B sl . sgsnsmsn mallammmpma sy ool Wilill gl 1
DSGEERDRKETDMFPTRVGDGMGPDL S VMAKARAGFSGPAGSGMNQLFKGMGGPEYIYNYVIGFEENPECAPEGIDGYYYNKTFQIGPDTCKGVKITHGS
f. Max. deviation (see listing) *
»i *z * + + + *:9 *
g. G-factors
Phipsi I T T ] T | ] EE_EEE
i T i .
i T -
Dihedrals TR T T T T T T T T T e T e T e T e T T T T T T T T T T T s I T
M sngies - HEFRHHHRFHH AR AR AR AR
Mainchain [T T T T T T T T T T T T T T T T T T T T T LT T T T T T T T T T
Overall [T T T T T T T e T T T T T T T T T R T R T
75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 173

1ZRT_06.ps
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. d . Page 16
100 a. Absolute deviation from mean Chi-1 value (excl. Pro)
>
Q
T 80
g
g 60 -
£ 40
<
= 204
£
180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number
: b. Absolute deviation from mean of omega torsion
é 20
% 16
E 12-
| 87
x
=
© 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= %]
E 6
£ 47
<
g 27
N
180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
MW R = NG
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran regions A Most favoured & Allowed [l Generous Il Disallowed
WARMPPPLVDDQVTYEDGTPATVDQMAQDV SAFLMWAAEPKLVARKQMGLVAMVMLGLL SVMLYLTNKRLWAPYKGHKA RRDFLYHATAA
f. Max. deviation (see listing)
g. G-factors
Phipsi [ B 5 EEEEN-EEECEENSREN -ZHEI ] l:fl, IIFT T
sl B i
Dihedrals [T T T TR T T T T T T T I T T T T T E T T T T LI T T T T TR T I T T T T [IITTTTITTTT]
MC angies - (EFHHHAH AR A A HHHHH
Mainchain [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 [TITTTIITTTT]
Overall [T TR L LT T T T T T L LT TR T T T T TR EERERERERNE]
180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 15 20

1ZRT_06.ps
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Residue properties
1ZRT

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

—_
o
S

80

40
20

Chi-1 abs. mean dev.

22 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number

b. Absolute deviation from mean of omega torsion

% 20
e}
% 16
E 12
< 8
& 4
=)
© 22 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number
c. C-alpha chirality: abs. deviation of zeta torsion
_§ 10
= 87
S 64
g
£ 47
<
g 27
N
22 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120
Residue number Highlighted residues are those that
deviate by more than 2.0 st. devs. from ideal
d. Secondary structure & estimated accessibility
N i i U — T\
— | [ |
Key:- <™ Helix |:> Beta strand == Random coil Accessibility shading: B Buried [ Accessible
e. Sequence & Ramachandran reiions A Most favoured m Allowed I Generous l Disallowed
+GVVVTGAAVWPL ‘I NQMN/—‘\SADV]‘(AMAS i FVDVéAVEVGTQLTVKWRGKPVF IRRRDEKDI ELARSVPLGALR[‘)TSAEI‘VANKPC‘%AEAT[‘)ENRTLPAFDGT
f. Max. deviation (see listing) , . .
; : o8 e : S aeze tn
TR S LIS S U S OUNE TP SOUE U5 SO S SUUU S P SO ST JOUURTEOL] L s gl
g. G-factors
Phi-psi W] T ] [
e R —— T
- e ] 1
Dihedrals [T T T T T o T ] T e T T T T T T T T T P T T T T T T T T T T T T T T T T ]
e M AMAE S BEERENENESESESEESES  ES- IEEEENENEEESESSENENESRSRSEESENSNESRSRSSSSSNSSESSSESESESEEEE | BB
Mainchain - T T T T T T T T T T T T D T T T T T T P T T T T T TP T T T T T T T T
Overall [T T T T T T T T T e T T T T T T T T T T T T e T
22 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120

1ZRT_06.ps




PROCHECK

80
60
40
20

Chi-1 abs. mean dev.

Omega abs. mean dev.

Zeta abs. mean dev.

Phi-psi
Chil-chi2
Chil onl;

Chi3 & chi4

Omega
Dihedrals

MC bonds
MC angles

Mainchain

Overall

—_
o
S

Page 18

Residue properties
1ZRT

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

130 135 140 145 150 155 160 165 170 175 180 185 190
Residue number

b. Absolute deviation from mean of omega torsion

122

122 130 135 140 145 150 155 160 165 170 175 180 185 190

Residue number

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

122 130 135 140 145 150 155 160 165 170 175 180 185 190

Residue number Highlighted residues are those that

deviate by more than 2.0 st. devs. from ideal

d. Secondary structure & estimated accessibility

i R e w

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

e. Sequence & Ramachandran regions A Most favoured ® Allowed [l Generous Il Disallowed
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Main-chain bond angles
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Main-chain bond lengths
C 1231 O CA 1525 C C 1231 O C 1231 O CA 1525 C C 1231 O
0.138 0.094 0.077 0.055 0.063 0.124
1.369 1.619 1.308 1.286 1.588 1.355
C Arg 22 CArg 22 Clle 25 C Val 26 C Val 26 Clle 46
C 1329 N C 1231 O N 1458 CA C 1231 O CA 1525 C C 1231 O
0.052 0.055 0.060 0.071 0.052 0.051
1.381 1.286 1.518 1.302 1.577 1.282
Clle 46 - C Trp 47 CTrp 47 CTrp 47 Clle 49 C Met 67 C Arg 94
C 1231 O C 1231 O C 1231 O CA 1525 C C 1231 O C 1231 O
0.059 0.063 0.106 0.060 0.068 0.056
1.290 1.294 1.337 1.585 1.299 1.287
C Ala 98 C Asn 192 C Leu 200 C Leu 200 C Phe 203 C Ala 215
N 1458 CA N 1458 CA C 1231 O C 1231 O C 1231 O C 1231 O
0.069 0.072 0.080 0.051 0.057 0.056
1.527 1.530 1.311 1.282 1.288 1.287
C Asn 221 C Asn 222 C Pro 243 C Tyr 247 C Lys 251 C Trp 400
C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O CA 1525 C
0.053 0.062 0.052 0.057 0.062 0.074
1.284 1.293 1.283 1.288 1.293 1.451
D GIn 226 D Met 234 D Leu 237 E Ala 30 E Asp 53 E Ser 55
C 1231 O C 1231 O C 1329 N C 1231 O N 1458 CA C 1231 O
0.056 0.121 0.052 0.055 0.058 0.072
1.287 1.352 1.381 1.286 1.516 1.303
E His 159 PlIle 46 Plle 46-P Trp 47 P Trp 47 P Trp 47 PIle 49
C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O CA 1525 C
).053 0.052 0.071 0.050 0.119 0.065
1.284 1.283 1.302 1.281 1.350 1.590
P Ala 98 P Met 140 P Asn 192 P Ser 196 P Leu 200 P Leu 200
C 1231 O C 1231 O C 1231 O N 1458 CA C 1329 N N 1458 CA
0.068 0.051 0.053 0.069 0.052 0.075
1.299 1.282 1.284 1.527 1.381 1.533
P Phe 203 P Ala 207 P Ala 215 P Asn 221 P Asn 221 - P Asn 222 P Asn 222
C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O C 1231 O
0.072 0.051 0.055 0.055 0.060 0.062
1.303 1.282 1.286 1.286 1.291 1.293
P Pro 243 P Tyr 247 P Lys 251 P Trp 400 R Ala 30 R Asp 53
CA 1525 C
1.449
R Ser 55

Bonds differing by > 0.05A from small-molecule values. Values shown: "ideal", difference, actual
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Main-chain bond angles
N 12 ¢ CA 120.8 111.2 1217 111.2 111.2
CAsp 21 CArg 22 CArg 22 Clle 25- CVal 26 CThr 32 CIle 33
1217 111.2 1217 1118 1112 1125
Clle 46 - CTrp 47 C Trp 47 Clle 49 - CVal 50 C Pro 71 C Thr 219 C Gly 220
1162 1217 111.2 1118 1112 122.6
C Asn 221 - CA€n222CA€n22l CA€n222 CAsn 222 CPro 243 CPhe 244 CVal293 C Pro 294
111.2 111.2 122.6 111.2 111.2 111.2
W th \\13’%H W W Wm(\
CGlu 295 CThr 385 CTyr387 C Pro 388 CGlu 415 CLys 416 CIle420
N 111.2 111.2 111.2 111.2 111.2 111.2
W WHU \97%“, W \\U%Jm Ww,
CIle 424 DLys 17 DLeu 48 DG]n 55 DGlu 140 DVal 173
1112 1118 1112 1217 112 1112
DVal 188 DPro 219 EVal 54 E Val 54 E Ser 55 EGlu 58 EAla 98
111.2 112.5 112.5 111.2 111.2 111.2
W\H W W WH W \\12%\\1
EPhe 118 EGly 142 EGly 169 EAsp 184 PAsp 21 PArg 22
111.2 111.2 1217 111.2 1217 111.8
PThr 32 PIle 33 Plle 46 - PTrp 47 PTrp 47 Plle 49 - PVal 50 PPro 71
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Main-chain bond angles (contd)
1112 1112 1125 1162 1217 1112
P Leu 200 P Thr 219 P Gly 220 P Asn 221 - P Asn 222 P Asn 221 - P Asn 222 P Asn 222
1112 1112 1112 1226 1112 1112
P Phe 244 P Glu 295 P Thr 385 P Tyr 387 P Pro 388 P Glu 415 P Lys 416
111.2 1112 111.2 1112 1112 1.2
P Ile 420 P Ser 423 P Ile 424 Q Lys 17 Q Leu 48 Q Gln 55
N 111.2 C N 111.2 C N 111.2 C N 111.8 C N 111.2 C C 1217 CA
CA CA CA CA A
Q Glu 140 QVal 173 Q Val 188 Q Pro 219 R Val 54 R Val 54 -R Ser 55
1112 1112 1112 1112 1125 112.5
RGlu 58 RA]a 98 RPhe118 RAsp119 RG]y137 RGly 142
1125 1112
R Gly 169 R Asp 184
Bond angles differing by > 10.0 degrees from small-molec values. Values shown: "ideal", actual, diff.
Planar groups
"B B o B ‘B CB
0.035 0.047 0.034 0.036 0.066 0.034
C Trp 43 CTrp 45 C Trp 47 C Tyr 69 C Trp 91 C Phe 105
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Planar groups (contd)
< CB CB CB * B
0.051 0.048 0.051 0.042 0.046 0.050
CHis 111 C Tyr 136 C Trp 151 C Tyr 199 C His 212 C Trp 214
CB 19 cB -B CB CB
0.045 0.036 0.034 0.056 0.034 0.039
C Tyr 269 C Trp 296 C Tyr 297 C Trp 368 C Tyr 389 C Tyr 399
CB @z CB CB B CB
0.041 0.038 0.047 0.034 0.051 0.078
E Trp 32 E His 135 E Tyr 160 P Trp 43 P Trp 45 P Trp 91
C CB @ CB CB CB
0.032 0.035 0.053 0.035 0.055 0.031
P Phe 105 P Tyr 109 PHis 111 P Trp 129 P Tyr 136 P Tyr 147
CB CB < 1 CB CB
0.054 0.043 0.047 0.053 0.045 0.036
P Trp 151 P Tyr 199 P His 212 P Trp 214 P Tyr 269 P Tyr 297
CB - - CB cB €3 (
0.055 0.033 0.039 0.050 0.030 0.037
P Trp 368 P Tyr 389 P Tyr 399 R Trp 32 R Trp 126 R His 135
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Distorted geometry
1ZRT

Planar groups (contd)

‘0

CB

0.043
R Tyr 160

Sidechains with RMS dist. from planarity > 0.03A for rings, or > 0.02A otherwise. Value shown is RMS dist.

1ZRT_10.ps




