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

Structure Factor Check
4YTO

Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH 2-METHYL-N-[3-\051-METHYLETHOXY\05PHENYL]BENZ
Date: 17-MAR-15
PDB code: 4YTO
Crystal Structure Factors
Cell parameters: Input
af LE2E0 A b 2L _C: 2L Nominal resolution range: 19.9 - 3.65A4
a: 90.00 B: 90.00 y: 90.00 Reflections in file: 37265
Space group: P 2121 21 Unique reflections above 0: 33241
Number of NCS—operators: 2 above D 32649
NC-symmetry only for information above 3 21595
Reflections> 0: 4024
SFCHECK
Nominal resolution range: 19.9 - 3.66 A
\O5max. from input data, min. from author\05
Used reflections: 33209
Reflections out of resolution: 32
Completeness: 89.4 %
Model R_stand(F) = o(F)>/<F> : 0.105
18236 atoms Anisotropic distribution of Structure Factors
Number of chains: 22 ratio of eigen values: 0.5236 1.0000 0.9265
Volume not occupied by model:  53.3 % B_overall (by Patterson): 55.A"2
<B> (for atomic model): 58.9 Ar2 Optical resolution: 249 A
o(B): 16.09 A2 Expected opt. resol. for complete data set: 2.49|A
Matthews coefficient: 3.25 Estimated minimal error: 0.215 A
Corresponding solvent % : 61.85
Model vs. Structure Factors
R-factor for all reflections: 0.258
Correlation factor: 0.794
R-factor: 0.266
for F>2.00
nom. resolution range: 20.00 — 3.66A
reflections used: 32616
Refinement Rfree: 0.321
Program: REFMAC 5.7.0029 Nfree: 1615
Nominal resolution range: 20.0 - 3.66 4| R-factor without free—refl.: 0.263
Reported R-factor: 0.193 Non free—rgflectlons: _ 31001
N 5er & el eatens vesek 31772 <u> (error in coords by Luzzati plot): 0.615 A
Reported Rfree: 0.26 Estimated maximal error: 0.410 A
Sigma cut-off: N.A. DPI: 0.736 A
Scaling
Scale: 0.840
Bdiff: -8.96

Anisothermal Scaling (Beta):
-5.8118 -5.1721 -5.4138 0.0000 -0.0000 ¢

Solvent correction — Ks,Bs: 0.244 249.623
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Local estimation
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1. Shift
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Local estimation (2)
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1. Shift
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Backbone
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Local estimation (3)
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1. Shift
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0 = 0.2561A
m<os 0.807 r
packbene Og&wﬂw—mmi
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Backbone
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4. B-factor =

! 1 | 1 -
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5. Connect 0.50- -
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< < < < < < <
chain identifier ~ |A
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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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i
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i
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Local estimation (7)

VNA. (GLY) 2-8: B
- Backbone 104 L
1. Shift
Side chain or base

1.0+ r
2.0 -
0 =0.2561A 3.0

m<o0s8 0.804
ackhone OIQGW MWIWIW‘W%M |

2. Density correlation

= = Ve
Side chain or baseO_Q:] [I I I D I [ I p I . I] |
0.8 -

H>30 @>15
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3. Density index

Side chain or base

5 =
.0 L
.5 L
<Dens> = 0.1209,0 = 0.0286 % I I I 7] D I r

e 0111011 Y1711

4. B-factor T
Side chain or base 30_- r I
60. e e —

1.00

5. Connect 0.50- -
KPQMTWMV SGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTF&EFIRGLGI Pgw LDTFKFIJ“AFPIAFHTLL\I“GI RF
residue number [ N = 3 S 5 & >
%) ~ [} ) =] o N ]
chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.2561A
W<08 0.80q

Backbone 0.904

2. Density correlation =
Side chain or base).90

0.80

H>30 W>15 157
Backbone 1.04
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3. Density index

<Dens> = 0.1209,0 = 0.0286

1000 ] il Dol sl Seveeeefitsemlal | of i staafalig
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60.
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D
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Local estimation (8)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
; i 1.0 -
Side chain or base 204 L
0 =0.2561A 3.0- -
m<08 0.80 r

Backbone 0.90+

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

1.5+
1.0+
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base

0.5
1.0+
<Dens> = 0.1209,0 = 0.0286 1.5-

B> 60. 60.
Backbone 30.-
4. B-factor

Side chain or base 30_I
60.

1.00
5. Connect 0.504 | | L
HSHGTLFKIERYFAAAMVPL I PAAYFIHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY |
residue number 2 3 ® 3 EY ?_é: g
chain identifier D
V N.A. (GLY) 3-8* r
- Backbone 1:0: B
1. Shift = L
’ ) ;|__()7:‘:| D:q v e NER u P:D:] pj L
Side chain or base 2.0 L
0 = 0.2561A 3.0~ =
m<o038 0.80q r
o] b il e [

2. Density correlation =

- = W
Side chain or base).90

0.80-

I
i

IS, . 8 S
[I]W[F:’—EDVWVF E’V:’V:'VD:‘:'_D:EF:

W>30 @>15
Backbone

3. Density index -

1.54
1.04
0.5+

T T
ok L A Tl |

Side chain or base gg: J w 0 LU_U_N_U u_u H -
<Dens> = 0.1209,0 = 0.0286 15+ —
B> 60. 60. "y BER |
4. B-factor =T [T i

60.~ — — =
1.00
somes ST |

£
residue number X
il
D

chain identifier

TACLLAGLLYFNEHDVGLTRAFEMVWEL
o) o)

(2] <
— -

o o
™ <

E

[Te)

o
©

SNIAQYKVIDHAYDVVI I GAGGAGLRAAMGLGEAGFKTAVVTKM
o o

~
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Local estimation (9)

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

o 1o L e VYR VO -V SO O O PO Ve,
Side chain or base 20 L
0 =0.2561A 3.0- —
m<o0s8 0.80 r
Backoone OIQGMW7

2. Dmsty correlation =g o WWW ﬁIDTI:' e Y n_L‘ r
Side chain or base0.90+ L

0.80-

H>30 @>15
Backbone

3. Density index

¢ S N1

Side chain or base SWM \/D—U LUJ L—QWW_D—VD::
<Dens>=0.1209,0 = 0.0286 .5 -
> 0. 60. e T T ] T [

wers % e TR O
4. B-factor — — L

Side chain or base 30.*M_U—H—U\NU_L I l I ]_U_H—UJ—M—LU—L“7

60.- - - e = = -
1.00
5. Connect 0.50- -
FPTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPESRT PEGK |
residue number 8 3 8 S Q 2 g
- — - -~ —
chain identifier ~ |E
T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 = 0.2561A
m<o038 0.801

Backbone 0.904
2. Density correlation e

Side chain or base).90

0.80-
H>30 B>15 e

Backbone 0:5
3. Density index

Side chain or base 28:
<Dens> = 0.1209,0 = 0.0286 1.5-

B> 60. 60.+

Backbone 30.1
4. B-factor e

Side chain or base 30.4

60.-
1.00
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.04.09

YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGVIALCLEDGT
o (o} o o o o o o

Lo © ~ [e3) [} o — N
- — - - — N ~N N

E




Structure Factor Check
4YTO

Local estimation (10)

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

1. Shift
o 1 o R PO SVVENVER L] [ MV P Ve O VALV VL Ve EVEVVEL
Side chain or base 204 L
0 =0.2561A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

mﬂwﬂmﬁmw

2. Density correlation

F ﬂ WeVT T [ VAR Vo e = =V W
Side chain or base).90 I:I W W_WI_I\/ i

0.80-

H>30 m>15 i
o Backbone 0.5
3. Density index E
Side chain or base (]?8:
<Dens> = 0.1209,0 = 0.0286 1.54
W> 60. 60.7
Backbone 30.
4. B-factor E
Side chain or base 30.
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 = 0.2561A
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation = Il o — —
Side chain or base).90 -
0.80- -

W>30 @>15
Backbone

AT T ol I

3. Density index

e or b 05, P T e T
<Dens> = 0.1209,0 = 0.0286 1.5- L
W > 60. 60 = N _ -
4. B-factor = = =
60.- — L

1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (11)

VNA. (GLY) 2-8: L
S N aneeannAsununins | ndiananineeansEitean A i SR aRRn S aaeeea ) Aunnnensnnniiialanny

1. Shift
ide chal 1o [ TP OO O VeV = PV VeV O VAT
Side chain or base 20 L
0 =0.2561A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i
2. Density correlation I = = T —L
Side chain or baseo_g('}ru_,—‘_uw D I I D D r

Hl>30 @>15
Backbone

3. Density index

A N T e (T

Side chain or base QS:M % LD]_I\N I LLU:[DTWWWWDJJ u/ U m D_U U_I\/I_FE
<Dens> = 0.1209,0 = 0.0286 1.5
H> 60. 60.7 = u B
4. B-factor —
Slde Chain * base 30]:1 M ﬂ m/.: v-\m M/U_L7
60. — _ - ! _ =
1.00 u
5. Connect 0.50- i N
DVTKEPIPVIPTVHYNMGG I PTNYKAgV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRAC]
residue number 8 8 =) 3 8 8 <or
1%} ™ < < < < <
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.2561A
W<08 0.80q r

Backbone
2. Density correlation

e ol DLt o il B e il P, com 1 s S
ackeredl et Bk B i R e N

W>30 @>15
Backbone

3. Density index

1.5+
1.04
0.5+

Side chain or base gg] u_u_l—‘ W - U_M_M—LU U_LU—LH—I\/U U_U U LLUJ I LLL
<Dens> = 0.1209,0 = 0.0286 1.5
B> 60. 60. | — —
Backbone 30.1 W
4. B-factor & —
Side chain or base 30. :I:D]I
60.- i
1.00
5. Connect 0.50- { W 3
SINIKEELKPDEKIPELPEGAGEESIANLDAVRYANGDVPTAELRLTMQKTMQKHAGVFRRGD I LAEGVKKMMDL
residue number | 3 3 2 2 3 S 3 I
< < < < < el o [te}
chain identifier E
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Structure Factor Check
4YTO

Local estimation (12)

Backbone 0.90+

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.2561A 3.0-
m<038 0.80

2. Density correlation
Side chain or baseQ.90-

0.80-
Hl>30 @>15 %g
Backbone O:5
3. Density index e
Side chain or base 28:
<Dens> = 0.1209,0 = 0.0286 5=

B> 60. 60.
e -

Side chain or base 30.
60.
1.00
5. Connect 0.50-
FKELKRLKTTDRSLIWNSDLTESL ELgNLMLNATQT|VAAENRKESRGAHARDDFPKREDEYDYSKPI EGQTKRP
residue number 51 S s 3 S 2 2
[te} n [Te] Ire} n re] e}
chain identifier ~ |E

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.2561A
W<08 0.80+

Backbone 0.90+

2. Density correlation E
Side chain or base).90+
0.80~

H>30 W>15 1.59
Backbone 1.04

o 0.5
3. Density index

<Dens> = 0.1209,0 = 0.0286

0T T T O T (T A T
Sidechainorbaseg:gE[U—HJ L‘—LUVUU—UJ_H UJJLH_HH LU LU U—u IJU—LIJ—U—N—UJ U—L[

B> 60. 60.
Backbone 30.

4. B-factor

L1 Wy el |

W,

e, [N T R I |
60. —

ﬂ:

1.00
5. Connect 0.501 H

FEKHWRKHTLTKQDPRTGHITLDYRPVIDKTLDPAEVDWIPPI IRSY|] [K
i o o o o o
residue number S Pt I ™ ~ Y g
© © © © ©
chain identifier ~ E F

RIKTFEIYRFNPEEPGAKPKLQKFD|

™
n
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Structure Factor Check
4YTO

Local estimation (13)

VNA. (GLY) 2-8: B
e O DT e A O e e e e
1. Shift
— o P VA PO A O M H e P o O,
Side chain or base 204
0 =0.2561A 3.0- L
m<o0s8 0.80 r

Backbone

S I T T N | ‘l_lmfmmﬂ—ﬂwf

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1209,0 = 0.0286
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
VDLDKCGTMVLDAL IKTKNEVDPTLTFRRSCREGI CGSCAMNTAGENTLACTCNIDQNTSKTTK I YPLPHMFVTK
residue number @ ® ] R
© ~ @ o = o N 9
chain identifier  |F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.2561A
m<o08 0.801 i
Backbone 0.90q r
2. Density correlation 7_:.wD:. — - TP —
Side chain or ba560,90] TW WVI i
0.80- -

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1209,0 = 0.0286

> 60. .
4. B-factor & T r
Side chain or base 30,—% J_H_D:IID- VD:D:,
60.- — — _ -
1.00 L | 1
5. Connect 0.50- -
DLVPDMNLFYAQYASI QPWLQKKTKINLGEKQQYQSIKEQEKLDGLYECILCACCSASCPSYWWNADKYLGPAVL
residue number Q b 3 2 3 R 3
— — — — — — N
chain identifier F
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Structure Factor Check

4YTO

Local estimation (14)

V NA. (GLY) 3.0

pecktone 1-°*WWWWWWWWWWWWWW*
1. Shift

Side chain or base
0 =0.2561A

m<o038 0.80
Backbone 0.90+

2. Density correlation -

o oo . e nefnnll o B Jom ol il
et B i R | Bk | B

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1209,0 = 0.0286

¢ IR o, I
il ienlnd M Ll Ll

m> 60. 60. T
Backbone 30.

4. B-factor W W
]

Side chain or base 30. .l::l]: M
60.- =

| i

1.00

5. Connect 0.50

residue number “ N ¥
o~ N ~ N

chain identifier  |F

n
N

©
N

MQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF
™ ™ ™ ™ ™ ™ ™

N~
N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.2561A
W<08 0.80q

Backbone 0.90+1

2. Density correlation

Side chain or base).90
0.80-

W>30 W>15 1.59

1.0+
Backbone 0.5

3. Density index -

Side chain or base g g J—Lu W}H Lu_uﬂ
<Dens>=0.1209,0 = 0.0286 1.5 L
> 60. 60.

4. B-factor

Side chain or base 30. I m

1.00 —
5. Connect 0.501

}

i Sy < <
residue number  §f 3 5 S

chain identifier G

~

<
[oe)

<
[}

EKTPIQVWGWDYLMRQRALKRPIAPHLTIYKPQMTWMVSGLHRVTGCAMAGTLLIGGVGFSVLPLDFTTF;/'_EFIR
< <

o
—
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Structure Factor Check
4YTO

Local estimation (15)

2. Density correlation

Side chain or baseQ.90+

0.80-

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.2561A 3.0-
m<o0s8 0.8
Backbone 0.9

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.1209,0 = 0.0286

Side chain or base

1.5+
1.04
0.5+

0.5+
1.04
5=

Backbone 30.
4. B-factor e ¥
60.- ==
1.00, - 1| 1 [
5 Cannex o [N I [T et
GLGIPWVILDTFKFI IAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKAT
residue number 3 N 5 3 b 3 NS
- — - - - -
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.2561A
m<o038 0.80q r

Backbone
2. Density correlation

Side chain or base).90+

SO N S ) P | I
ol TP PTHT ™™ ™I 1T W1

W>30 @>15
Backbone

3. Density index

<Dens> = 0.1209,0 = 0.0286

1.54
1.0+
0.5+

Side chain or base ggEqJ VI—I_U_U UJ u R W U
1.5-

| -
[ ¥ e o [T [ E

W > 60. 60. =
4. B-factor
60. =L
1.00-—
5. Connect 0.50- B W‘WT J -

residue number

chain identifier
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Structure Factor Check
4YTO

Local estimation (16)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 3.0 L
Backbone %'07 [

1. Shift 0 = = = 0O
Side chain or base 51 | L

0 =0.2561A L
m<os 0.80 r
Backbone 0.90+ I

= - - _— 0 =

m>30 @>15 3 B
o Backbone O:5 L
3. Density index & - F
Side chain or base 88: L
<Dens> = 0.1209,0 = 0.0286 1.5 =
B> 60. 60.7
Backbone 30. D D D I [
4. B-factor 0 =
Side chain or base 30. r
60.- -
1.00 r
5. Connect 0.50 } Tﬂh B
VVNDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL [] ' L1 [ ‘
residue number 3 it X Y X 4 8 g d 9
=1 — - — - M m M NN
chain identifier ~ |H E E E E
TV NA. (GLY) 39 B
Backbone 1'0: L
1. Shift ’ :j 0 ¢ = = 0O O
. . 1.0 -
Side chain or base 20 L
0 = 0.2561A 3.0° L
m<038 0.801 r
Backbone 0.90+
B - _ _ _ 0L

2. Density correlation

Side chain or base).90

o

Y

Q
r

W>30 @>15
Backbone

3. Density index

Side chain or base g_)g
<Dens> = 0.1209,0 = 0.0286 1:57
> 60. 607 I [
Backbone 30 *] D
4. B-factor e D 0t
Side chain or base 30.4 E
60.-
1.00
5. Connect 0.50- E
A
residue number g g g g S g g
Nl Nl ') I A Y N
chain identifier E E

SFCHECK 7.04.09




