"Judge not, that you be not judged" Bible, Matthew, ch.7
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Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH N-BIPHENYL-3-YL-2-\05TRIFLUOROMETHYL\05BENZAM
Date: 18-MAR-15
PDB code: 4YTM
Crystal Structure Factors
Cell parameters: Input
af 19%3025 2 b 91028643 & .0:9820%87 4 Nominal resolution range: 20.0 - 3.40 A
o ' B: : v: : Reflections in file: 48088
Space group: P 2121 21 Unique reflections above 0: 45652
Number of NCS-operators: 2 above b: 45042
NC-symmetry only for information above ¥: 35677
Reflections> 0: 2436
SFCHECK
Nominal resolution range: 20.0- 3.40A
\O5max. from input data, min. from author\05
Used reflections: 45652
Completeness: 94.9 %
M odéel R__stand(l_:) = 9‘(.F)>/.<F> : 0.095
Anisotropic distribution of Structure Factors
18300 atoms ratio of eigen values: 0.8714 0.8620 1.000(d
Number of chains: 23 B_overall (by Patterson): 54.AM2
Volume not occupied by model: 54.5 % Optical resolution: 239 A
<B> (for atomic model): 76.8 A"2 Expected opt. resol. for complete data set: 2.39|4
o(B): 15.16 A"2 Estimated minimal error: 0.140 A
Matthews coefficient: 3.37
Corresponding solvent % : 63.21 M odd vs. Structure Factors
R—factor for all reflections: 0.254
Correlation factor: 0.829
R-factor: 0.263
for F>2.00
nom. resolution range: 20.00 — 3.40A
reflections used: 45039
_ Nfree: 2302
Program: _ REFMAC 5.7.0029 R-factor without free—-refl.: 0.260
Nominal resolution range: 20.0 - 3.40 A| Non free—reflections: 42737
Reported R-factor: 0.178 <u> (error in coords by Luzzati plot):  0.546 A
Number of reflections used: 43572 Estimated maximal error: 0.288 A
Reported Rfree: 0.25 DPI: 0536 A
Sigma cut-off: N.A. sl
Scale: 0.836
Bdiff: -7.48

Anisothermal Scaling (Beta):
-3.7125 -3.6078 —3.0758 —0.0000 0.0000 ¢

Solvent correction — Ks,Bs: 0.335 249.778
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Local estimation
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Local estimation (2)
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Local estimation (3)
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Local estimation (4)
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Local estimation (5)
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Local estimation (6)
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Local estimation (7)
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Local estimation (8)
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=
Side chain or base0.90+ D D:':I:I W D www_ﬂ W =
0.80- L
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3. Density index
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Backbone
4. B-factor
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Back >l [
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Local estimation (9)

V NA. (GLY) 3.0

pecktone Lo H T T e e T H e e e O T T T T
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Side chain or base

1.0
2.0+ -
0 =0.1639A 3.0
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0.80-
Hl>30 @>15

Backbone
3. Density index
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<Dens> = 0.0936,0 = 0.0241

> 60.

Backbone
4. B-factor

Side chain or base 30.

60.0 —
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5. Connect 0.50- -
PTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPESRTPEGK Y
residue number 5 53 S S IS 54 <)
— - — - -
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V N.A. (GLY)

Backbone
1. Shift
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m<os 0.807

Backbone 0.90+1
2. Density correlation =T
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0.80- -
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Backbone

1
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4, B-factor e
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Local estimation (10)

2. Density correlation

MWWMQﬁW—TWWIDV VIVV
Side chain or base0.90+ L
0.80- L

VNA. (GLY) 2-8: L
: packbone lzofjﬁWﬂ_WWﬂWWWWﬁ*

1. Shift
) . l-O*JMWW*
Side chain or base 20 L
0 =0.1639A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

W>30 @>15 1 B

Backbone é B
3. Density index ' a

: [\ VW O

Side chain or base QS:J_UJ:FDJ WWW U\/ VD LU—WD L
<Dens> = 0.0936,0 = 0.0241 1.5 =
H> 60. 60.

Backbone 30.
4. B-factor

Side chain or base 30_-

60.
1.00 -
5. Connect 0.50 +
HRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFLV
residue number 8 8 8 8 2 8 8
N N N N N N N
chain identifier ~ |E

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1639A
m<o08 0.801 i

Backbone
2. Density correlation

NPW T TRPRCT TV TIuN y I
v 1 I el

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5

AT i T

|-

Sidechainorbalseg'g:J_uvuLUu LUJMMLLU u W\/I_LU_HLU LULUJ LU WU—UJ U_I\/ L

<Dens> = 0.0936,0 = 0.0241 1.5- —
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4. B-factor

60.

1.00— | i

5. Connect 0.50 W u W ﬂ_ﬂ ﬂ’

residue number
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SFCHECK 7.04.09

SEGERFMERYAPKAKDLASRDVVSRAETI EIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAK I FAGVD|
o o o o o (o} o

N
o
o — Y [V} < n © ~
<2} ™ ™ ™ ™ ™ ™ ™
E




Structure Factor Check
4YTM

Local estimation (11)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.1639A 3.0~
m<o0s8 0.804

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

L5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0936,0 = 0.0241 1.5
H> 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30-]>
60.
1.00 L ml
5. Connect 0.50 j B
VTKEPIPVIPTVHYNMGG I PTNYKAgV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACS
residue number 8 8 S 8 8 % <Or
™ 12} < < < < <
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1639A
m<o08 0.801 i
Backbone 0.901 r
2. Density correlation e == o IV P r
Side chain or base).90+ I I I I I W DVEI_UJ—I:f
0.80- =

W>30 @>15
Backbone

3. Density index

[ o[ T T
DR i) L ] TR

[

Side chain or base 287 J—‘ - Lu %
<Dens> = 0.0936,0 = 0.0241 1.5-
> 60. 60.

Backbone 30.
4. B-factor

60.
1.00 [

5. Connect 0501 |

residue number

chain identifier
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Structure Factor Check
4YTM

Local estimation (12)

VNA. (GLY) 2-8: C
- Backbone 10
1. Shift
; i 1.0+
Side chain or base 204
0 =0.1639A 3.0~
m<o0s8 0.804

Backbone 0.90+

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

0.80-

H>30 W>15 1-8’
Backbone 1.0+

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

0.5
1.0+
<Dens> = 0.0936,0 = 0.0241 1.5-

Backbone 30.
4. B-factor
60.

1.00 i,
5. Connect 0.50 j -
KELKRLKTTDRSLIWNSDLTESLELgNLMLNATQTIVAAENRKESRGAHARDDFPKREDEYDYSKP|EGQTKRPF
residue number 51 8 ) 3 N I 2
[te} [T} [T} re} 0 n re}

chain identifier ~ |E

VNA. (GLY) 3.0
Backbone

: YO e e e e O e e Bee H (I e T
1. Shift

. 1 o PO A LV e RO e A e = o [VEROR P A VA o

Side chain or base 20 L

0 =0.1639A 3.0- =
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation =

0.80- L

W>30 @>15
Backbone

3. Density index

Sidechainorbase%gj LU—U I=phuimwmE § "BHF@E~—8 g7 " HWWLU m

<Dens> = 0.0936,0 = 0.0241

15
1.0
0.5

B> 0. 60.
4. B-factor
60.

1.00 =
5. Connect 0.50- ( -

KHWRKHTLTKQDPRTGHITLDYRPVIDKTLDPAEVDWIPPI IRSY TGKRIKTFEIYRFNPEEPGAKPKLQKF
o o o o

E

residue number S =1 I @ < & g s

© © © © © m & w0
E

chain identifier F
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Structure Factor Check
4YTM

Local estimation (13)

V NA. (GLY) 2-8: r
S ne=faizNnanzinananininn=n=inadznlsudilnnnilnne=nunlnunnuncunnnannnnsniines

1. Shift
— o SO IFE ] AP Ao O e O O e g
Side chain or base 204 L
0 =0.1639A 3.0~ -
m<o0s8 0.80 r
Backbone 0.90+ -
2. Density correlation - 5 =
Side chain or base).90- D W \/1 I I:D L
0.80 L

Hl>30 @>15
Backbone

3. Density index

15
1.0
0.5

Side chain or base 28]:1] LU_Nl_L
<Dens> = 0.0936,0 = 0.0241 15
Il > 60. 60.
Backbone 30.
4. B-factor
Slde Chain x base 30‘“
60.
1.00
5. Connect 0.50- -
) DVDLDKCGTMVLDAL TKIKNEVDPTLTFRRSCREGI CGSCAMN L AGENTLACICNIDQNTSKTTKIYPLPHMFY I
residue number b N o > S o S 3
chain identifier  [F
V N.A. (GLY) 2'8: X
- Backbone 1:07
1. Shift e
. . 1.0+
Side chain or base 204
o =0.1639A 3.0-
[W<o0.s8 0.801
Backbone 0.90+
2. Density correlation
Side chain or base).90+

0.80-

W>30 H>15 15
3. Density index '
Sidechainorbaseg:gi L I_Lm_t H U_U ‘—‘—u Lu \/U UJJ_U LU w LL LI:.:]J,
<Dens>=0.0936,0 = 0.0241 1.5- = [
W> 60. 50-*]~ — S r
Sl L ONOT it
4. B-factor e L
60. L L
1.00
5. Connect 0.50+ |

residue number

chain identifier
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Structure Factor Check
4YTM

Local estimation (14)

Backbone
2. Density correlation

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1639A
m<08 0.80

0.904

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

1.
1.
L 0.
3. Density index

Side chain or base g_)

<Dens> = 0.0936,0 = 0.0241

5-
0
IL5-

> 60.
Backbone

4. B-factor

60.
30.

Side chain or base 30.
60.-

5. Connect

1.00

0.50+ -

residue number

chain identifier

LMQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF
- I I - I — - ()

- N (2] < 0 © ~ o]
N N N N N N N N

F

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
o =0.1639A

W<08
Backbone

2. Density correlation

vl ALY L L] e 11§ 11 I
Side chain or base).90 L
0.80- L

W>30 @>15
Backbone

3. Density index

1.59
1.0
0.5+

Sidechainorbaseg'S:MLM_‘_IU—UJU_H—UIJLUU—PUU U—U\/IJWH_IWHHUH uL:
<Dens> = 0.0936,0 = 0.0241 1.5- —
H> 60. 60.
4. B-factor

60.

1.00
5. Connect 0.50- 3

residue number

chain identifier
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Structure Factor Check
4YTM

Local estimation (15)

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

1. Shift
; ; 1.0 o
Side chain or base 204 L
0 =0.1639A 3.0- —
m<o0s8 0.804 r
Backbone 0.90+ |

2. Density correlation -

S ITHIAR S E g i ) P

W>30 W>15 159

1.0 -

3. Density index

Side chain or base

E
:

0.5
1.0+
<Dens> = 0.0936,0 = 0.0241 1.5-

H>60. 60.
BaCkbone 30_
4. B-factor

60.

1.00

5. Connect 0.5&W N T ﬂ -

GLGIPWVILDTFKFIIAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKAT
< < < < < ~t <

residue number -~ ] ™ < [Re] © ~
— — — — = — —

chain identifier |G

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1639A A
m<os 0.8 r
Backbone 0.9 -
2. Density correlation =
Side chain or baseo_gg] [r qjv Dj:[[pj IV.ZD:’VEI:I:D]—E| U_I—W LU—[—\/I—U_U_U L

W>30 @>15
Backbone

3. Density index

> 60.
Backbone

s T O T
s T e el B ks K
8:]

4. B-factor

5. Connect éggﬂ ( ‘W W -

TSAAVTGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLIPAAYFIHGREMDLCLALALTLHVHWG
oo [os] [eo) [o0) [o0] o [os) [oe)
o ™ < [Te) © N~ © (o))
H

chain identifier
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Structure Factor Check
4YTM

Local estimation (16)

V NA. (GLY) 3.0

Backbone .
L HHTad B e e A M s oo Tl s
1. Shift o O

o Lo PVIFVEA VP OO AV A VP e
Side chain or base 204
0 =0.1639A 3.0-
m<o0s8 0.80,
Backbone 0.90+
2. Density correlation U =

=RV
Side chain or base0.90- W‘J oV aﬂ] ﬂ] VW—D “
0.804

W>30 W>15 %g
o Backbone O:5
3. Density index E -
Side chain or base 28: p D FI l:D I I D
<Dens> = 0.0936,0 = 0.0241 1.57
> 60. 60.
L L

Side chain or base 30.

4. B-factor I
<[00 ACEEEEEE LAY EEAEELY SEREELY SR

1.00
5. Connect 0.50

VWGVVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL
residue number ES * 2 3 g
— — — — -

> 7021

chain identifier ~ |H

[@ 3021
[© 2011

[@ 3011
[@ 3031

¥ NA. (GLY) 3.0 r
Backbone %8: r

1. Shift T oologe=00
) ) 1.0 L

Side chain or base 204 r

0 =0.1639A 3.0~ L
m<o038 0.80 =
Backbone o,g(y] L

2. Density correlation d8e-_-__0a
Side chain or base).90+ L

0.80- -

m>30 E>15 1 r
Backbone 0.5 D

3. Density index -

Side chain or base

0.5+
1.04 r
<Dens> = 0.0936,0 = 0.0241 1.5- -

B> 0. 60.
e L R
4. B-factor

Side chain or base 30.
60.

1.0
5. Connect o.sq

residue number

@ 2021 H

%

[©_201-]
M _702-]
(@ 201-]

(M 301
[M_302-]
[M_303-]

(M _701-]

chain identifier
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