"Judge not, that you be not judged" Bible, Matthew, ch.7

Structure Factor Check
4YSY

Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH N-[\052,4-DICHLOROPHENYL\05METHYL]-2-\05TRIFLUO
BENZAMIDE
Date: 17-MAR-15
PDB code: 4YSY
Crystal Structure Factors
Cell parameters: Input
af LE0A2 b e _C: 2T 1 Nominal resolution range: 20.0- 3.10 A
e Il p: 90.00 i R Reflections in file: 64072
Space group: P 2121 21 Unique reflections above 0: 61561
Number of NCS—operators: 2 above D 60771
NC-symmetry only for information above 3 46249
Reflections> O0: 2511
SFCHECK
Nominal resolution range: 20.0- 3.10A

\O5max. from input data, min. from author\05
Used reflections: 61555
Reflections out of resolution: 6
Completeness: 96.1 %
R_stand(F) = g(F)>/<F>: 0.061
Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.9358 0.978

[3%)

M odel
18377 atoms (27 water molecules)
Number of chains: 31
Volume not occupied by model: 55.2 %
<B> (for atomic model): 66.0 A2
o(B): 13.10 Ar2
Matthews coefficient: 3.40
Corresponding solvent % : 63.53
Refinement
Program: REFMAC 5.7.0029
Nominal resolution range: 20.0- 3.10A

Reported R—factor: 0.183
Number of reflections used: 58730
Reported Rfree: 0.24
Sigma cut-off: N.A.

B_overall (by Patterson): 50.A"2
Optical resolution: 2.23A
Expected opt. resol. for complete data set: 2.23|A
Estimated minimal error: 0.061 A
Model vs. Structure Factors
R-factor for all reflections: 0.241
Correlation factor: 0.855
R-factor: 0.249
for F>2.00
nom. resolution range: 20.00 — 3.10A
reflections used: 60765
Rfree: 0.290
Nfree: 3094
R-factor without free—refl.: 0.247
Non free-reflections: 57671
<u> (error in coords by Luzzati plot): 0.464 A
Estimated maximal error: 0.221 A
DPI: 0.408 A
Scaling
Scale: 0.851
Bdiff: -8.20

Anisothermal Scaling (Beta):
-2.5642 -2.8286 —2.7769 0.0000 0.0000 -(

Solvent correction — Ks,Bs: 0.335 249.862

.p000
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Local estimation

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1411A 3.0-
m<o0s8 0.804

Backbone 0.90+

2. Density correlation 3
Side chain or baseQ.90+

0.80-

W>30 W>15 1-8’
Backbone 1.0+

. . 0‘57
3. Density index E
Side chain or base

0.5
1.0
<Dens> =0.1179,0 = 0.0269 1.5-

Backbone 30.
4. B-factor
Side chain or base 30_-
60.

1.00

5. Connect 0.5(% -
SNTAQYKV IDHAYDVVI I GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGG I NAALGSMNPDDWéWH FY
i o o o o o o o
residue number 3 S 3 bl 4 S 3 3

chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1411A
m<os 0.807
Backbone 0.90+1
2. Density correlation =
Side chain or baseo_g(yw LHJ_T w I I =

0.80-

H>30 @>15 15
Backbone 1.0

3. Density index

Side chain or base gg# UWW U—I\/ U_H_UJW W LN_WU—LH_l_H—M[:
<Dens> = 0.1179,0 = 0.0269 1:5 —
60 —

M > 60. ’ | T
sms 11 1 NN N | il
4. B-factor [TV
60. — —

1.00
5. Connect 0.501 "

DTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFSRTPEGKIYQRSFGGQSNNYGKGGVAKRTCCVADRTGH S|
o o o o o o o

residue number =1 « ™ < n © ~
— — — — — — —

chain identifier ~ |A

SFCHECK 7.04.09
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Local estimation (2)

VNA. (GLY) 2-8: L
P enansdiASnAEEunsunlinninnlantunlizaNetaninnnnznnstnz=nnz]zn) =alaEe nnnnnns}

1. Shift

: ! 1.0+
Side chain or base 204 L
0 =0.1411A 3.0- -
m<08 0.80+ r
ackhone 099 M |
: . e ] P e T ol e e

2. Density correlation - S o === %—
Side chain or base).90 I I I r
0.80- L

Hl>30 @>15
Backbone

3. Density index

5]
.0
45

Side chain or base SII_IVEI:I:D:l:D: HWM W y B
<Dens> =0.1179,0 = 0.0269 5 — =
B> 60. 60.— — — i I 7 H T =

Backbone 30. W W —W r
4. B-factor =

Slde Chain x base 307 m ﬂ m 1 m 1 1 i

60— — il il = = - =
1.00
5. Connect 0.50- -
MLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNT G
residue number 8 8 8 3 8 8 <Or 8
~ - N [aV) N N N N
chain identifier ~ |A
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1411A
m<08 0.801

packbone 0991 WWW—#MM
2. Density correlation EEVEN=N==a= Ey===m == — L

Side chain or base0,90] W WLLNI/‘L!W ﬂ 1 — I I

0.80- -

H>30 W>15 %8
3. Density index -
Side chain or base 28: vll <LI\/UJ LJ LU W vI MW/LU—LU_U—U_‘_LH_IJ U—'_‘_U_U t
<Dens>=0.1179,0 = 0.0269 15— -
B> 60. 60. T T
e 50T P NN
4. B-factor = =
g I
60.-— - = —
1.00
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (3)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1411A 3.0-
m<o0s8 0.804

Backbone 0.90+

2. Density correlation 3
Side chain or baseQ.90+

0.80-

154
H>30 W>15 o]

0.54

Backbone

3. Density index

Side chain or base
<Dens>=0.1179,0 = 0.0269

0.5+
1.0+
5=

Backbone 30.
4. B-factor
oIV
60.

1.00
5. Connect 0.50- W -
EIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGG I PTNYKAgVIKY
: <} o o [} o o o
residue number |» I s ) = o S S
o %] 3] ™ ™ ™ ™ <
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1411A
m<038 0.807
ion R e e o
2. Density correlation S e —~% = —F
Side chain or base()_g:));l:D I I w I -
0.8 =

W>30 W>15 1.59

Backbone

3. Density index

Side chain or base

1T AN T N 1T 7
ke ] i LN e sl i

> 60. 60.
Backbone 30.

4. B-factor

Side chain or base SOE.VV.]V
60.

1.00

5. Connect 0.501 "

residue number

chain identifier
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Local estimation (4)

VNA. (GLY) 2-8: L
- Backbone 1:07 |

1. Shift
R 1.0—%%%&@%{,
Side chain or base 204 L
0 =0.1411A 3.0- .
m<o0s8 0.80 r
Backbone 0.904 i

2. Density correlation

Side chain or baseQ.90+

00l n il o on Mllfn oo men_n.
B A s i B N 1 b e

0.80-

H>30 .>1.SB %g
3. Density index &

Side chain or base QS:FWWW—WW TJ:DM U‘L]—U L
<Dens> =0.1179,0 = 0.0269 1.5- =

Backbone 30.4 Wﬂ
4. B-factor =

e ||| I

60.7 = - —
1.00
5. Connect 0.50 +
) (\SRYANGDV PTéELRLTMQKTgQKHAGVFRRgD| LAEGVKKgMDL FKELKRéKTTDRSL IWgSDLTESLELgN LML
residue number | > o — I ™ < 0
~ < n [Te) n n [Te) [Te}
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1411A
m<o08 0.801

Backbone
2. Density correlation

Side chain or base).90
0.80-

15
1.0
0.5

W>30 E>15

Backbone
3. Density index

Side chain or base gg
<Dens>=0.1179,0 = 0.0269 15

W > 60. 60
Backbone 30.1
4. B-factor
Side chain or base 30,]I
60.
1.00
5. Connect 0.50- ﬂ i

residue number

chain identifier
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Local estimation (5)

2. Density correlation

Backbone 0.90+

V N.A. (GLY) 2-8: C
- Backbone 10
1. Shift
; i 1.0
Side chain or base 204
0 =0.1411A 3.0-
m<o0s8 0.804

Side chain or base0.9

H>30 W>15

3. Density index E

Side chain or base ggi—m_[l:ﬁm D D I—}_U_I]_u U_IVED_[
<Dens> =0.1179,0 = 0.0269 15

Backbone

2. Density correlation E

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30_ -:]:I:-VI]]I]VL
60.
1.00 —
5. Connect 0.50 i +
LDPAEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSC
residue number < ¥4 Q 3 3 2 &
(o] ©
chain identifier ~ |A B
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1411A
m<os 0.807 r
Backbone 0.9+ -

Side chain or base).90
0.80-

W>30 @>15

<Dens> = 0.1179,0

3. Density index

Backbone

Side chain or base

= 0.0269

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -

SFCHECK 7.04.09
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Local estimation (6)

V NA. (GLY) 3.0

P neaannnisnanliBAEnesninnntoulensnilinnnnaiinnlunn=i=eul=a]inniatussnsinns)
1. Shift
‘ . 1-0’JWMMWWWW7
Side chain or base 20 L
0 =0.1411A 3.0

m<08 0.80
Backbone 0.90+ I

2. Density correlation

== = B N W 1
Side chain or baseo_gcrw_'w—u I O M—U—h L
0.80- L
W>30 @>15

Backbone

3. Density index

Side chain or base
<Dens>=0.1179,0 = 0.0269
Il > 60.
Backbone
4. B-factor
Side chain or base 30']:.:.»
60.
1.00
5. Connect 0.50 B
QQVQSTKEQEKLDGLYEC | LCACCSASCRSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKC
residue number ~ Q 8 8 2 R g
- — - N [aV) N N
chain identifier B
VNA. (GLY) 39 L
W e Tansnnlnnia=rannnlilnn) SNESNNRSnTaNnnn st [
1. Shift 3 r
. Lo P VAP TR . e M A T
Side chain or base 20 L
0 =0.1411A 3.0° =
m<o08 0.801 i
pachone 099 MMMH i
2. Density correlation =1t & T Fgre—u =
Side chain or base).90 r
0.80- -
H>30 W>15 %8
o Backbone 05
3. Density index
Side chain or base gg# u
<Dens>=0.1179,0 = 0.0269 15
> 60. 60.
Backbone 30.
4. B-factor -
Swde chanorbase 3Ol - m
60.
1.00
5. Connect 0.50- -

HT IMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF [EKTPIQVWGWDYLMRQRALKRPIAPHLTIY
[v) [} ™ ™ <

residue number < ¥e] © ~ & 3
N 3\ ~ o~ , ~ 0

chain identifier ~ |B C
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Local estimation (7)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90-
0.80-

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1411A 3.0
m<o0s8 0.804

H>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chain or base 88:
<Dens> =0.1179,0 = 0.0269 1.5
W> 60. 60.7

Backbone 30.
4. B-factor

Side chain or base SO_I

60.
1.00
5. Connect 0.50 H +
KPQMTWMVSGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTF%EF TRGLG I Pgw LDTFKF IJ‘_AFPIAFHTLL\I‘_GI RF
residue number [ N = =
2 ~ 3 3 S 3 S 3
chain identifier  |C

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1411A
m<os 0.807 r

Backbone 0.9+ =

2. Density correlation

Side chain or base).9l

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens>=0.1179,0 = 0.0269

PO O | e | PR | | 1|
FHT"" T "TPN "°'I'N

oI T O ey, (O
oo T [P U T T N e v

> 60. 60.
4. B-factor

60.

1.00 |
5. Connect 0.50- m W_W»

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (8)

V NA. (GLY) 3.0
Backbone

1. Shift

Side chain or base 1

2
0 =0.1411A 3.

m<o0s8 0.8 r
peckbone 09 ML . s._ s namlle _
’_’m

2. Density correlation

e e || LA | BLIRLESR N & Bl
Side chain or base0.9
0.8

H>30 W>15 1-8’
o Backbone 35:
3. Density index E
Side chain or base 88:
<Dens> =0.1179,0 = 0.0269 1.5
m> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3om_m
60.
1.00
5. Connect 0.50- -
HSHGTLFKTERYFAAAMYVPLTPAAYFTHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY
residue number «Q Q o «Q Q
[te] © ~ © o S o
chain identifier D
V N.A. (GLY) 3.0 r

2.0 =

w10 Sanesa=uniz=n=annnaiinnnilii]unninisnntianzs

1. Shift e E e e T T
o =0.1411A L

Side chain or base '~ |

m<o0s8 0.80 r

pachone 099 ’\_.—v—l_Lt—‘_"V_‘—c—v—v—‘_l—v—l_‘_l_V_l_l_\ .::]:I_u_u_l-%\r—‘_ |
A PP I s S W e AT =
=

2. Density correlation e

Side chain or base).90 L

0.80-

HW>30 @>15 1 [ B

Backbone 1 B

3. Density index * L -
: M

Side chain or base ggw U‘u U_H Lu \—U—‘ U—l JJ VU_U_UJ—U [

<Dens> = 0.1179,0 = 0.0269 15 — - =

mnimn i
4. B-factor

1.00

Side chain orbase 30.]:'- - M ﬂ:[
60. — — — —
5. Connect 0.501 W 5

TACLLAGLLYFNEHDVGLTRAFEMVWEL SNIAQYKVIDHAYDVVI I GAGGAGLRAAMGLGEAGFKTAVVTKM
o) o) o o

£

residue number X & < 8 g 3

N o S ® 53 s} © =
D

chain identifier E

SFCHECK 7.04.09
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Local estimation (9)

Backbone
2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 L
1. Shift
Side chain or base 51 |
0 =01411A
m<o0s8 0.80q

0.904

Side chain or baseQ.90+
0.80-

W>30 @>15 %g
3. Density index &
Side chain or base 28:
<Dens> =0.1179,0 = 0.0269 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- B
FPTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPESRT PEGK |
residue number 8 3 8 S Q 2 g
- — - -~ —
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1411A
m<o08 0.801
Backbone 0.90q
2. Density correlation TS
Side chain or base).90
0.80-
B>30 @>15 137
Backbone 0.5

3. Density index

Side chain or base ES:M
<Dens>=0.1179,0 = 0.0269 1.5-
B> 60. 60.7—

Backbone 30.1 T T
4. B-factor T

Side chain or base 30.4 I ]VV

60.—
1.00

5. Connect 0501 |

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (10)

V NA. (GLY) 2-8: r
o o Loy e e e I e e e e e T e e T T e
1. Shift

e chai .o JIFF P PV B A=y e e e e eV EE VRV VAR

Side chain or base 204
0 =0.1411A 3.0- L
m<o0s8 0.80 r
Backbone 0.904 i

2. Density correlation

Side chain or baseQ.90+
0.80-

e
I Vv v= O TWWWﬁ

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> =0.1179,0 = 0.0269
m> 60. 60. ]

Backbone 30. W
4. B-factor

Side chain or base 30. [ Hl r

60. -
1.00
5. Connect 0.50- -
IHRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFL
residue number 51 S 3 3 S 2 2
N N N N N N N
chain identifier ~ |E

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1411A
m<os 0.807 r

packbene Olg&mﬁ_ﬁl_ﬂﬂ—«—\_‘ W‘_’_’M’—lﬂm ll_v—v—»—l_l_.—»—mi
2. Density correlation el D:D T —— T

Side chain or base).90 -

0.80- -

W>30 @>15
Backbone

3. Density index

1.
1.
0.
Side chain or base g
1.

<Dens>=0.1179,0 = 0.0269

AT AT D
i L ki I T T

M > 60. o0 ITT] I
oo [ ||| R 1
4. B-factor M il
Side chain or base 30,_ I IIT L
60. — — —

1.00
5. Connect 0.50- I

residue number

chain identifier
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Local estimation (11)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1411A 3.0~
m<o0s8 0.804

0.90+
Side chain or baseQ.90+
0.80-

W>30 @>15 1

Backbone é
3. Density index &

Side chain or base 8 i
<Dens> =0.1179,0 = 0.0269 1.5
B> 60. 60.

Backbone 30.
4. B-factor 1

Side chain or base 30.

60.-
1.00
5. Connect 0.50-
DVTKEPIPVIPTVHYNMGG I PTNYKAgV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRAC]
residue number 8 8 =) 8 Q 8 <Or
1%} ™ < < < < <
chain identifier ~ |E

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1411A
m<o0s 0.807 i

Backbone 0.90q [

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens>=0.1179,0 = 0.0269

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00 L
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (12)

VNA (GLY) 2-8: B
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1411A 3.0
m<o0s8 0.80

Backbone
2. Density correlation
Side chain or baseQ.90+
0.80-

0.90+

1.5+
1.0+
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base 88:
<Dens> =0.1179,0 = 0.0269 1.5
H> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_“
60.
1.00
5. Connect 0.50- -
) FKELKRéKTTDRSL IWgSDLTESL ELgNLMLNATQT(IDVAAENRKESgGAHARDDFPéREDEYDYSKgI EGQTKRP
residue number ™ 53 s © ~ @ (2]
[Te) wn [Tel 1) [Te} n [Te)
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1411A
m<o08 0.801

Backbone

2. Density correlation
Side chain or base).90
0.80-

1.5+
1.04
0.5+

HW>30 @>15
Backbone

3. Density index

|0 Uil O i dide | WAl 0 sadthe Dol i
T N I e TR T I [

Side chain or base gg:
<Dens>=0.1179,0 = 0.0269 1.5-
B> 60. 60. N
4. B-factor []
60.
1.00
5. Connect 0501 |

}

residue number

chain identifier
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Structure Factor Check
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Local estimation (13)

V NA. (GLY) 3.0
Backbone

2.0+ r
A nnnASunanniinalzniiinnnznnintnsainni]lnntnntnnsuinnizNnnnn=nnsniinnnnnnainy
1. Shift

Side chain or base

1.0
2.0+ -
0 =0.1411A 3.0

m<o08 0.80+
packbone OIQGMWU_\M_’_\W i
eIl s e ] L’L L:u = e ol

2. Density correlation -

= I VO = I I T O e EEVE Ve ‘:1 \Val
Side chain or base).90- gz‘jm—l‘mf
0.80- L

W>30 W>15 1-8’
Backbone 1.0

. . 0‘57
3. Density index e

4. B-factor

Side chain or base 30.

Side chain or base 28: W
<Dens> =0.1179,0 = 0.0269 1.5 —
60.

B> 60. 60.
S | T | I
1.00
5. Connect 0.50 S

VDLDKCGTMVLDALIKIKNEVDPTLTFRRSCREGICGSCAMNIAC(%ENTLACI CNOI')DQNTSKTTKFIOYPLPHMFVI
™ [\]

K
residue number ® R S 1 N P
© ~ ® o =] b N “

chain identifier  |F

V N.A. (GLY) 3.04

e o I e e O e OO e e O e
1. Shift

Side chain or base 204
0 =0.1411A 3.0-

m<o8 0.80

Backbone 0.90q
S s [ S U T 1 R

2. Density correlation E

ITZ—:IDZ' = - T
Side chain or base).90 W D I —[’
0.80- —
W>30 @>15

Backbone

3. Density index

s ] &
Side chain or base '0:
<Dens> = 0.1179,0 = 0.0269 1.5 —

W > 60. 6079 7 .
o S T
4. B-factor I

St e {1 O et oy o

1.00
5. Connect 0.50 3
DLVPDMNLFYAQYASIQPWLQKKTKINLGEKQQYQSIKEQEKLDGLYECILCACCSASCPSYWWNADKYLGPAVL
i 2] [32) o™ o (82 (a0} [
residue number < 5 o ~ 0 & S

— — — — — — N
chain identifier F
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Local estimation (14)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
o 0 O A O e e T T A e O e T e

1. Shift
e oo bace 101 T PP PO PP VO LR O D T H Ve O O L PO
Side chain or base 20 L
0 =0.1411A 3.0- -
m<os 0.80 r
Backbone 0.90+ |

0.80-

et KR e hl Dt el

H>30 @>15
Backbone

3. Density index

<Dens>=0.1179,0 = 0.0269

Side chain or base

5]
.0
45

I 171 O |
SIS

Il > 60.
Backbone
4. B-factor
Slde Chain x base 307 I I]]vl:[l
60.- =
1.00
5. Connect 0.50 +
MQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF
residue number @ Q 9 %’ @ 3 2
N N N N N N N
chain identifier  |F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1411A
m<o08 0.801 i
Backbone 0.904 |

2. Density correlation

Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index

<Dens>=0.1179,0 = 0.0269

1.54
1.04
0.5+

Side chain or base gg:%u LM—‘_U UJJ_I_U_LI—LL
1.5- -

e i R LI b

> 60. 60. ]
Backbone 30. T 1
4. B-factor
Side chain or base 30,.]v[ I -]v[ m
60. —
1,007 |
5. Connect 0.50{ | Wf

i Sy
residue number 3

™M

chain identifier G
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Local estimation (15)

V NA. (GLY) ] 2-8: r
ackbone 104
1. Shift
Side chain or base 51 |
0 =0.1411A
m<o08 0.804

Backbone
2. Density correlation

Side chain or baseQ.90+

0.90+4

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> =0.1179,0 = 0.0269

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.004
5. Connect 0.50-
GLGIPWVILDTFKFI IAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKAT
residue number 3 N 5 3 b P NS
- — - - - - -
chain identifier |G
V N.A. (GLY) 3-8* r
Backbone 7 |
1. Shift =
. . 1.0
Side chain or base 2.0
0 =0.1411A 3.0-
m<o08 0.801

Backbone
2. Density correlation

Side chain or base).90+
0.80-

15
1.0
0.5

W>30 @>15
Backbone

3. Density index

0TI M
il g e [

Side chain or base gg: q:l—‘_u\/ W
<Dens>=0.1179,0 = 0.0269 1.5-
B> 60. 60. —
Backbone 30. L
4. B-factor ==
Side chain or base 30. L
60. L
1.0
5. Connect 05 w m i

residue number

chain identifier
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Local estimation (16)

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1411A
m<o0s8 0.80q

Backbone 0.90+

2. Density correlation -

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens>=0.1179,0 = 0.0269

Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00 r
5. Connect 0.50- || r
WGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL 4 H H
residue number  £3 EY * Q 3 ) I
- - - - -
chain identifier ~ |H E E E
VNA. (GLY) 3.09 r
Backbone 2.09 B
1.0+ B
1. shift D lleeodesesesnlo bedi s - e 0 0 Om
: ) 1.04 =
Side chain or base 20 L
0 =0.1411A 3.0~ =
m<o038 0.80q r
Backbone 0.90- D D -
2. Density correlation = U - 5 = = = o U =
Side chain or base).90 r
0.80 -
i I M E I el
Backbone o
L 0.5+ D
3. Density index :] - = D - - - ik
Side chain or base g_)g: B
<Dens> = 0.1179,0 = 0.0269 1.5- —
H>60. 60.
s A R RNNNN i m [ Mol
4. B-factor
Side chain or base 30. r
60. -
5. Connect r

1.0
0.5
B

residue number g

chain identifier E
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