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

Structure Factor Check
4YSZ

Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH 2-10DO-N-[3-\051-METHYLETHOXY\05PHENYL]BENZAM
Date: 17-MAR-15
PDB code: 4YSZ
Crystal Structure Factors
Cell parameters: Input
af 128,28 2 b g _C: 2 1Y Nominal resolution range: 29.8 - 3.30 A
e Il p: 90.00 i R Reflections in file: 52775
Space group: P 2121 21 Unique reflections above 0: 51443
Number of NCS-operators: 2 above b: 50561
NC-symmetry only for information above 3 37715
Reflections> 0: 1332
SFCHECK
Nominal resolution range: 29.8- 3.30A

Model
18361 atoms (15 water molecules)
Number of chains: 30
Volume not occupied by model: 54.7 %
<B> (for atomic model): 61.4 A2
o(B): 14.60 AN2
Matthews coefficient: 3.36
Corresponding solvent % : 63.07

\O5max. from input data, min. from author\05

Used reflections: 51430
Reflections out of resolution: 13
Completeness: 97.5 %
R_stand(F) = g(F)>/<F>: 0.068
Anisotropic distribution of Structure Factors

ratio of eigen values: 0.9350 0.9202 1.000
B_overall (by Patterson): 52.A"2
Optical resolution: 2.33A
Expected opt. resol. for complete data set: 2.33

Refinement
Program: REFMAC 5.7.0029
Nominal resolution range: 29.8 - 3.30 A
Reported R—factor: 0.179
Number of reflections used: 48822
Reported Rfree: 0.25
Sigma cut-off: N.A.

Estimated minimal error: 0.072 A
Model vs. Structure Factors
R-factor for all reflections: 0.240
Correlation factor: 0.844
R-factor: 0.250
for F>2.00
nom. resolution range: 29.82 — 3.30A
reflections used: 50549
Rfree: 0.304
Nfree: 2580
R-factor without free—refl.: 0.247
Non free-reflections: 47969
<u> (error in coords by Luzzati plot): 0.496
Estimated maximal error: 0.243 /
DPI: 0.497 A
Scaling
Scale: 0.897
Bdiff: -3.72

Anisothermal Scaling (Beta):
-2.7378 -2.7590 —-2.5170 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.521 249.824
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level of completeness
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Structure Factor Check
4YSZ

Local estimation

VNA. (GLY) 2-8: L
; pectbone Lo e e e O e e O O e e e

1. Shift
) ) l_O,MMMMMWM%WM,
Side chain or base 204 L
0 =0.1801A 3.0- —
m<os 0.80 r
Backbone 0.90+ |

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1280,0 = 0.0301

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00,
5. Connect 0.50 +
SNIAQYKVIDHAYDVV | I GAGGAGLRAAMGLGEAGFKTAVVTIKMFPTRSHTTAAQGG | NAALGSMNPDDWéWH FY
residue number 8 g 8 8 ,‘2 8 8 3
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1801A
m<os 0.807

Backbone

2. Density correlation

Side chain or base).90

0.80-
m>30 B>15 13
Backbone 0:5
3. Density index
Side chain or base gg:
<Dens> = 0.1280,0 = 0.0301 1.5-
= 60.+
Backbone 30.1
4. B-factor B
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- -

residue number

chain identifier
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Structure Factor Check
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Local estimation (2)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.1801A 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

5]
.0
45

<Dens> = 0.1280,0 = 0.0301 5
W > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_—MM
60.-
1.00 L]
5. Connect 0.50 B
MLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNTG
residue number 8 8 8 3 8 8 <Or 8
~ - N [aV) N N N N
chain identifier ~ |A
VNA. (GLY) 39 L
: packbone Lo H e A e H e e e e e o P
1. Shift r
_ _ 107%@@%@%@%1@[@3]3{,
Side chain or base 20 L
0 =0.1801A 3.0- =
m<08 0.801 i
packbon® 099 Mwi
2. Density correlation N = e -1 T
Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

15
1.0
0.5

Side chain or base ggﬂ Ml_r_u—wm w vI W L
<Dens> = 0.1280,0 = 0.0301 1.5 - L
B> 60. 60. — — e — y — —
SCS S tmnnnumnon Jmnn; i i L
4. B-factor = — — — — — — L
Side chain or base 30,—MI M L ]V]I I II L
60.- = = = = = — H LA
1.00
5. Connect 0.50- 3
DGTALATRAGIALEDLEFIQFHPTGIYGVGCL I TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET |
residue number 3 ,‘2 8 54 8 S IS
~ o~ I3 13\ 3] ™ ™
chain identifier ~ |A
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4YSZ

Local estimation (3)

Backbone
2. Density correlation

Side chain or baseQ.90+

0.904

0.80-

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1801A 3.0
m<o0s8 0.804

H>30 @>15
Backbone

3. Density index

<Dens> = 0.1280,0 = 0.0301

Side chain or base

1.5+
1.0+
0.5+

0.5+
1.04
5=

W> 60. 60.
Backbone 30.
4. B-factor e
Side chain or base 30.
60.—
1.00
5. Connect 0.50-
EIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGG I PTNYKAgV ITKY
residue number S 3 3 IS 2 2 S
o %] 3] ™ ™ ™ ™
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1801A
m<os 0.807 r
Backbone 0.904

2. Density correlation

Side chain or base).9l

0.8

W>30 @>15
Backbone

3. Density index

<Dens> = 0.1280,0 = 0.0301

Side chain or base 0.5

1.0

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

residue number Pt 3

chain identifier ~ |A
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Structure Factor Check

4YSZ

Local estimation (4)

VNA. (GLY) 2-8: L
Lo Lo o e e e e e e O A e e e O T P T Tt

1. Shift
o l_o,WﬂMMw,
Side chain or base 20 L
0 =0.1801A 3.0- —
m<os 0.80 r
Backbone 0.904 i

MH—W—MM

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

ﬁwmmwwﬂm

W>30 @>15 ]
Backbone g
3. Density index
Side chain or base SW/U U\/ \_Eq]] U UJ LU_LIJ_U—[IJ»
<Dens> = 0.1280,0 = 0.0301 5
W > 60. 60. — — -
eI 17117171
4. B-factor
cvvececs || DO T
600 — - - - b il
1.00 H
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 =0.1801A
m<o08 0.801

Backbone

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

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1280,0 = 0.0301

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

residue number

chain identifier
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Structure Factor Check
4YSZ

Local estimation (5)

2. Density correlation

] D [
Side chain or base0.90+ L
0.80- L

VNA. (GLY) 2-8: L
T eeulin=a=din=eet §
1. Shift

N 1o P O e e R e,
Side chain or base 204 L
0 =0.1801A 3.0- —
m<08 0.80+ r

Backbone 0.90+

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1280,0 = 0.0301
Il > 60.

Backbone
4. B-factor

Side chain or base 30_-

60.
1.00 I =
5. Connect 0.50 +
LDPAEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSC|
residue number < ¥4 Q 3 3 2 &
(o] ©
chain identifier ~ |A B

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1801A
[W<o0.s8 0.807 [

Backbone 0.904 |

2. Density correlation

FVE VT T (gl ERES = am e =l
Side chain or base).90+ W U_H_t—'_\_F I W
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1280,0 = 0.0301

s O A R O T

]

Backbone i
4, B-factor [
60. —
1.00
5. Connect 0.501 "

residue number

chain identifier
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Structure Factor Check
4YSZ

Local estimation (6)

V NA. (GLY) 3.0
Backbone

B AeenlnnnnNalnninnnninRanlEennnannnnnie=nilinninnn=nznnnnzniinalnzsnnnshinany
- S o PO PP PEL O P (L L [P Lo P
o =0.1801A L

Side chain or base

m<o0s8 0.80 r

ackhone 099 mfrmﬁwﬂlﬂhmﬁ |

2. Density correlation

Side chain or baseo_g('}ww I w M [

0.80-

W>30 W>15 %g
s eens ST I LD
. Density index
oI 1
1.0+

Side chain or base
<Dens> = 0.1280,0 = 0.0301 1.5- —

. 300 Bl *
4. B-factor e T
Side chain or base 30.—1 J_[ Ll M J_U_U_L L m Ml i
0. ML i il — —— = —

i
1 i
1

1
1

1.00
5. Connect 0.50 -
QQYQSIKE(%EKLDGLYECI LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKC
residue number ~ 3 2 2 2 Q 2

— — — N N N N

chain identifier B

VN.A. (GLY) g-g: L
N aSuniinzanlinailununn=nadnunnbns
1. Shift e r
1 Ofmﬁwwvm:mw W,
Side chain or base 20 L
0 =0.1801A 3.0- —~
m<o08 0.801 i
Backbone 0.90+ [

T e O s e = O Oy, P o

2. Density correlation

T = e 0 0 0 B Vi B By ) Y
Side chain or baseo_g(%Wu U I :]:I:Ij [
0.80 -

W>30 @>15
Backbone

3. Density index

1.
1.
0.
Sldechalnorbasegg :D_D:IE:III:IJ U \/I UJ LUJ w U ol W t:
<Dens> = 0.1280,0 = 0.0301 1.5- L

5
0
5

AR TN W 0T 04 (e et
S LA Ao A0 A |

1.00 .
5. Connect 0.50- 3
HT IMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF| [EKTPIQVWGWDYLMRQRALKRPIAPHLTIY
residue number Q 3 3 R NS 3 3
N ~ Y o~ , ~ o
chain identifier ~ |B C
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Local estimation (7)

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

: ; 1.0+ T
Side chain or base 204 L
0 =0.1801A 3.0

m<08 0.804 r
Backoone 0901 LMW%MMM

2. Density correlation -

Side chain or base0.90+ D D I i

H>30 @>15
Backbone

3. Density index

Side chain or base

I (O R T Bl AT
TSI - P == T iEg Y

<Dens> = 0.1280,0 = 0.0301

m> 60. 60.7 fW** r
4. B-factor =
Side chain or base SO_m T I
60. = — —
1.00 - L] L
5. Connect 0.50 +
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
o =0.1801A
m<os 0.807

Backbone 0.904
2. Density correlation

Side chain or baseo_g(yw U\/_T—LL
0.80-

H>30 @>15 %8
3. Density index

Side chain or base gg: vu—u—u\/
<Dens> = 0.1280,0 = 0.0301 1.5- -

> 60. 60.
Backbone 30.1 .
4. B-factor
Side chain or base SO‘T-V[[
60.

1.00
5. Connect 0.50-
IGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKATLPT| [TSAAVTGAAPPQFDPIAAEKGFKPL
residue number 3 b P NS & & @ @
— — — — —
chain identifier  |C D
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Local estimation (8)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1801A 3.0-
m<038 0.80

Backbone

0.90+

2. Density correlation

Side chain or baseQ.90+

0.80-
H>30 m>15 i
o Backbone 054
3. Density index E
Side chain or base (]?8:
<Dens> = 0.1280,0 = 0.0301 1.54
W> 60. 60.
Backbone 30.
4. B-factor
Sie chain orbase Som
60.
1.00 1
5. Connect 0.50- -
HSHGTLFKTERYFAAAMVPLIPAAYFIHGREMDLCLALALTLHVAWGVWGVVNDYGRPFVLGDTLAAAVRVGAY I
residue number «Q Q o © ©
re) © ~ ® > S =
chain identifier D
V N.A. (GLY) g-g: r
- peckGone Lo e i eeoreee e b e U B et
1. Shift = L
B 1_073:933%]@]]]:@?@1?@ AT PV VeV M
Side chain or base 204 L
0 =0.1801A 3.0~ =
m<os 0.807 r
Backbone

O:QGWJWMM H_"H—\_l_l_mﬂfmw T T | B

2. Density correlation

Side chain or base).90 L

0.80-

W>30 @>15
Backbone

1.54
1.04
0.5+

3. Density index
Side chain or base
<Dens> = 0.1280,0 = 0.0301

i 1 | Doowallnn St DSl g DU DL pshil
il 1l L1 - Ll

= 60. —— =
oo | | N T T i
4. B-factor LL
60. L L L]

1.00 — N
5. Connect 0.501 H_HT =

residue number

chain identifier
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Local estimation (9)

V N.A. (GLY) 2-8: C
- Backbone 10
1. Shift
; i 1.0
Side chain or base 204
0 =0.1801A 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

Side chain or base SII:.]:UVW
<Dens> = 0.1280,0 = 0.0301 5
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
FPTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPESRT PEGK |
residue number 8 3 8 S Q 2 g
- — - -~ —
chain identifier ~ |E
VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5
o i orbace 1.0 PRV EETE VB P VRV L= e e VS el
Side chain or base 20 L
0 =0.1801A 3.0~ =
m<o08 0.801 i
Backbone 0.90q [
2. Density correlation e T e ——LF [ — TN S ==Vl
Side chain or base).90 L
0.80- =
m>30 M>15 %-8:
o Backbone 0.5
3. Density index - =
el i L1 1N § i T RN
<Dens> = 0.1280,0 = 0.0301 1.5 — —
W > 60. 601 N — - — r
e 5o D T Tl
4. B-factor T 1]
Side chaim orbase 307 TVII:D]:]IDVM m ALI]_I\/I*7
604 - - 1 = =
1.00 .
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (10)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1801A
m<o0s8 0.80q

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1280,0 = 0.0301

> 60.

Backbone
4. B-factor

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 =0.1801A
o Oﬁ&wmmi

Backbone 0.90+1 -
2. Density correlation == [ S=r

Side chain or base).90 l:I rD D I I:l:I -

0.80- -

H>30 W>15 % m
Backbone O.
3. Density index '
y ) ) 05 U M/l_u | T
Side chain or base 1'0 L
<Dens> = 0.1280,0 = 0.0301 15 = - -
B> 60. 60. T T r
il M | A
4. B-factor N r
Swde chanorbase 30‘.:l.: I ]r ‘ I]]I L |
60. = = - ——
1.00 = r
5. Connect 0.50- P
VNSEGERFMERYAPKAKDLASRDVVSRAETIEIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGV
residue number | S g Q @ = 3 3 R
® ™ ™ %) ™ ™ ™ ™
chain identifier E

SFCHECK 7.04.09




Structure Factor Check
4YSZ

Local estimation (11)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+
0.80-

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1801A
m<o0s8 0.80q

H>30 @>15
Backbone

1.
1.
L 0.
3. Density index

Side chain or base g

<Dens> = 0.1280,0 = 0.0301

5)
0
5)

5)
0

5=

> 60.
Backbone

4. B-factor

60.
30.

Side chain or base 30.
60.-

il
Il

5. Connect

1.00

0.50+

residue number

chain identifier

DVTKEPIPVIPTVHYNMGGI PTNYKA
o o

(o]
™

8VIKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRAC
S o o o o

N (3] <

(2] —
™ < < < < <

E

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
o =0.1801A

W<08
Backbone

2. Density correlation

Side chain or base).90
0.80-

H>30 @>15 %8
o Backbone 05
3. Density index
Side chain or base gg:
<Dens> = 0.1280,0 = 0.0301 15]
B> 60. 60.—— —
Backbone 30.1
4. B-factor ==
Swie chain orbase 301 m
60.—— —
1.00
5. Connect 0.50- 3
SINIKEELKPDEKIPELPEGAGEESIANLDAVRYANGDVPTAELRLTMQKTMQKHAGVFRRGDILAEGVKKMMDL
residue number | 3 3 2 2 3 S 3 I
< < < < < I o o
chain identifier E
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Local estimation (12)

Backbone
2. Density correlation

V NA. (GLY) 3.0
Backbone %'07
1. Shift
Side chain or base 51 |
0 =0.1801A
m<o038 0.80

Side chain or baseQ.90+

0.90+4

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.1280,0 = 0.0301

Side chain or base

> 60.
Backbone
4. B-factor
Side chain or base 30_-
60.
1.00
5. Connect 0.50-
FKELKRLKTTDRSLIWNSDLTESLELQNLMLNATQT [VAAENRKESRGAHARDDFPKREDEYDYSKPTEGQTKRP
residue number 51 S s 3 S 2 2
[Te) wn 1) [Te} n [Te)
chain identifier ~ |E
V N.A. (GLY) 3-8*
S ] e H T A e e T
1. Shift E
— 1.0 ECF P PVER OO o A AR O A e VS e
Side chain or base 204
o =0.1801A 3.0-
m<o08 0.801

Backbone
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Local estimation (15)
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