"Judge not, that you be not judged" Bible, Matthew, ch.7
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Title: MITOCHONDRIAL RHODOQUINOL-FUMARATE REDUCTASE FROM THE PARASI
NEMATODE ASCARIS SUUM WITH THE SPECIFIC INHIBITOR FLUTOLANI
SUBSTRATE FUMARATE
Date: 07-APR-12
PDB code: 3VRB
Crystal Structure Factors
Cell parameters: Input
ail24.3UAT bi131.65 A0 e 222,52 A Nominal resolution range: 354- 291A
a: 90.00 B: 90.00 i R Reflections in file: 80656
Space group: P 2121 21 Unique reflections above 0: 59723
above b: 59711
above &: 43081
Reflections> 0: 20933
SFCHECK
Nominal resolution range: 354- 291A
\O5max. from input data, min. from author\05
Used reflections: 59723
M odel Completeness: 74.0 %
18242 atoms R_stand(F) = g(F)>/<F>: 0.061
Number of chains: 24 Anisotropic distribution of Structure Factors
Volume not occupied by model:  56.4 % ratio of eigen values: 0.8653 1.0000 0.888
<B> (for atomic model): 84.5 Ar2 B_qverall (by Patterson): 58.A"2]
o(B): 12.06 Ar2 Optical resolution: 226 A
Matthews coefficient: 356 Expected opt. _resol. for complete data set: 2.26
Corresponding solvent % : 65.22 Estimated minimal error: 0.061 A
Model vs. Structure Factors
R—factor for all reflections: 0.261
Correlation factor: 0.859
R-factor: 0.272
for F>2.00
nom. resolution range: 35.39 - 2.91A
Refinement reflections used: 59707
Rfree: 0.326
Program: REFMAC 5.5.0109 Nfree: 2986
Nominal resolution range: 35.4- 291 A| R-factor without free—refl.: 0.270
Reported R-factor: 0.204 Non free-reflections: 56721
Number of reflections used: 56737 <u> (error in coords by Luzzati plot): 0.396
Reported Rfree: 0.27 Estimated maximal error: 0.224 4
Sigma cut-off: N.A. DPI: 0.483 A
Scaling
Scale: 0.878
Bdiff: -3.98

Anisothermal Scaling (Beta):
-0.6359 1.4454 -0.1930 0.0000 0.0000 -0

Solvent correction — Ks,Bs: 0.478 250.021
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Local estimation

V NA. (GLY) 3.0

S ineata=nacrnnnnanlinl=eeniinii=uae=ssnz=nii i SNann=n SN Snnnnne St n=e AEnEa R}
1. Snift P S VEV V=S e e S VeV AR

1.0
2.0+ r
3.0

Side chain or base
0 =0.0951A

m<08 0.80

ackhone OIQGJ_'_IJ_H—‘—WW mﬁﬂ—\h w7
A

2. Density correlation -

Side chain or base0.90- D:I:I:I: TaTwWYE DvIvl VD:I R T DNU DVTFPD’:EF I

W>30 W>15 1.54
Backbone

3. Density index

Side chain or base g-)g:]:u \_U:D] U D] \/QJ D I H u D [,
<Dens> = 0.0898,0 = 0.0246 1.5 —

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3o-rm_'-
60.
1.00
5. Connect 0.50 +
AQYKVIDHAYDVVI | GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGGINAALGSMN PDDWKWH(E)YDTA
residue number g “q? er) 8 “',3 g 8 3
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.0951A
m<os 0.807

Backbone 0.90+

2. Density correlation
Side chain or base).9l

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0898,0 = 0.0246

W > 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 -

KGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFSRTPEGKI YQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLH
(321 (8] (82 3] o [32) (2

residue number - N ™ < %o} © ~
— — — — — — —

chain identifier ~ |A
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Local estimation (2)

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

1. Shift
‘ . L OJMM—U#HMH_M_FMMMMW,
Side chain or base 20 L
0 =0.0951A 3.0- —
m<os 0.80 r

Backoone 0901 MMWM‘WM L g

2. Density correlation -

Side chain or base0.90+ p D F QFD:':DVD_IVI D:I—,W_LU u_'—u—‘ W 0= :EI_I\/_WL,
0.80- L

W>30 @>15
L e i M e i, il

3. Density index E
51
.0-
5

Side chain or base

<Dens> = 0.0898,0 = 0.0246

BRO Opp

Backbone 30.
4. B-factor
60.

1.00 w
5. Connect 0.50 S

TLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGT
; oM [22) (2] ™ [x] ] ™ ™
residue number |y o S 1 I o < Y
= I 3 N ~ I3\ N 3%
chain identifier ~ |A

T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0951A
e 08&me
Backbone 0.904
2. Density correlation 5 .
Side chain or base0.90- D I] VD meﬂ—m_wﬂﬂ? u D:D [q:[
0.80-

H>30 @>15 %8
Backbone 0:5

3. Density index

<Dens> = 0.0898,0 = 0.0246

A O T T T T T
Sidechainorbase%gfuw uu—ﬁ—tlwm DWNLUU_I—WMULU g o" t

W > 60. )
4. B-factor
60.

1.00
5. Connect 0.501 -

ALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFLYVNSEGERFMERYAPKAKDLASRDVVSRAETIEIM
[92] o (82 [se] o [32] [}

residue number © ~ o] o o — l
~ o~ I3 13\ 3] ™ ™

chain identifier ~ |A
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Local estimation (3)

Backbone
2. Density correlation

Side chain or baseQ.90+

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

1. Shift
B 1. o VEVEMIA A PO, M A VO A eV R A
Side chain or base 204 L
0 =0.0951A 3.0- —
m<o0s8 =

giggmmmﬂlﬁhmﬂﬂmﬂm el o
o.a&w ﬂjle l]j WW T

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0898,0 = 0.0246

Side chain or base ?éiwmw U/ o LDV U ED—LU LU :]:D]_IW U LU_HH—D_DIE

L5 r
1.0+ r
0.5+ r

H> 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30]vlvlv_-v_v-
60.
1.005
5. Connect 0.5&1 B
EGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGGIPTNYKAQV IKYTK E|
residue number Q %’ 8 2 ﬁ’ 8 8 8
o %] 3] ™ ™ ™ ™ <
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.0951A
m<o08 0.801 i
Backbone 0.90q r
2. Density correlation E =
Side chain or base).90 q p I I I :DJVD . I I I ﬂ*
0.80- -

W>30 @>15
Backbone

3. Density index

1.59
1.0+
0.5+

oy T N e O
T e N R R R

Side chain or base 28:
<Dens> = 0.0898,0 = 0.0246 1.5-
> 60. 60.

Backbone 30.
4. B-factor

Side chain or base 30.4

60.-
1.004 L]

5. Connect 0.5&T T |

residue number I N (3} < %9} © ~

chain identifier ~ |A

SFCHECK 7.04.09

GGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKEELKPDEKIPELPEGAGEESIANLDAVRY
o™ (8] (82 o™ o [32) o™

< < < < < < <




Structure Factor Check
3VRB

Local estimation (4)

VNA. (GLY) 2-8: B
- Backbone 10 |
1. Shift

o 1.07MLMWMMMMJMM%7
Side chain or base 204 L
0 =0.0951A 3.0

m<o0s8 0.80 - r
ackhone OIQGJ_,—H——.—I_I_FL—I_I—MM w&mf

2. Density correlation -

=
Stle chain or bese0.90] I I I I I I EWI]:1:H:FI::]:I:I:'=—E[I:’::1:I:.:]:D:TI:FD i
0.80- L

H>30 m>15 %g: B
Backbone 0.5

3. Density index

Side chain or base QSEW D\/ . D_D_Djj UJ‘U U_M D L]_D . LFE

<Dens> = 0.0898,0 = 0.0246

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50- -
ANGDVPTAELRLTMQKTMQKHAGVFRRGDI LAEGVKKMMDL SKELKRLKTIDRSL IWNSDLTESLELQNLMLNAT
: o ™ ™ ™ %) V] ™ ™
residue number |y o o 1 I o < e
53 < e} 0 n [¥e] [T} n
chain identifier ~ |A

VN.A. (GLY) g-g: L
- Backbone 10

1. Shift e T
) . 1.0 -

Side chain or base 20 L

0 =0.0951A 3.0- —~
m<08 0.801 i
Backbone 0.90+ [

2. Density correlation

Swde chanr basw.gﬁ I WWWW7
0.8 L

H>30 @>15 %

Backbone 0. B
3. Density index '

Side chain or base ggj LHJ—U LU_U\/ LU U—u u—I:I—u W L‘_u Lu_r - \/U u w u LL:
<Dens> = 0.0898,0 = 0.0246 1:5 L
H> 60. 60.

Backbone 30.

4. B-factor
Swie chain orbase 30--
60.
1.00 —
5. Connect 0.50- M 3
QT IVAAENRKESRGAHARDDFPKREDEYDYSKPI EGQTKRPFEKHWRKHTLTKQDPRTGHI TLDYRPVIDKTLD P
residue number 3 Q 2 2 3 « {
Irs) n Ire) Ire) © © ©
chain identifier ~ |A
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Local estimation (5)

Backbone
2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
_ Backbone 1o ainili=islinsnnsnna=insninsiis=sniisiisinsnsnsssnnanan=aiBRlng
1. Shift
B . 1.0
Side chain or base 20 L
0 =0.0951A 3.0~ -
m<o08 0.80 I

0.904

il B ol o melln.  dll
FTTI"mMm T T

0.80-

H>30 E>15
Backbone

3. Density index

<Dens> = 0.0898,0 = 0.0246

Side chain or base

QAN N O A 7
WU S Wy P ]

> 60.

Backbone
4. B-factor

Side chain orbase 30. -_

60.
1.00
5. Connect 0.50 +
AEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSCREG
residue number 3 Q ¥ Q @ @ @ Q
(o] ©
chain identifier ~ |A B

T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 = 0.0951A
m<os 0.807

Backbone 0.90+1
2. Density correlation = —

Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0898,0 = 0.0246

Side chain or base

WU TR CEEEREERCATREEERTERCITRRRLEY ot
ATFTT RV I s

1.
1.
0.
0.
%
1.

B> 60. 60. 15—
Backbone 30.4
4. B-factor ==
Side chain or base 30.
60.——
1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (6)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.0951A 3.0
m<o08 0.801

Backbone 0.90+

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

0.80-

m>30 W>15 T
Backbone 0:5

3. Density index E
Side chain or base 28:

<Dens> = 0.0898,0 = 0.0246 1.5-

Backbone 30.
4. B-factor
— 1|
60.

1.00
5. Connect 0.50 S

Qs KE(%EKLDGLVECI LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTI
residue number ~ 3 2 By 2 Q 3

[oe] (2] o - N (32}
- - — N N N N
chain identifier B
3.05 r
VNA (G Backbone 2.01 B
- Silinsinsninsisninlinlnn=anlsisinnSa=n ANl i
1. Shift & =
o Lo T T Ve A P e Ve P OO AP
Side chain or base 204 L
0 = 0.0951A 3.0- =
m<os 0.807 r
peckdone O.Q&MW—MMVH—MM MMWMW%
2. Density correlation E 0 T -

Side chain or base).90 D I I I D EI—[—’T_I—I\/NL‘_LLUJ I—U_U W—
0.80 -

H>30 H>15 L
Backbone é
3. Density index '
]
Seeegg FFPY 1 PPTTO0 [ ST D s
<Dens> = 0.0898,0 = 0.0246 15

B> 0. 60.
~ " T [
4. B-factor
~ VAT STAATAVTATACO AT T
60.

1.00
5. Connect 0.50 T H

NCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN| [EKTPIQVWGWDYLMRQRALKRPIAPHLTIYKPQM
™ [} ™ <

M

residue number [ B 3 R & Y 3

N Q @ N 3) < o ©
B

chain identifier C
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Local estimation (7)

V NA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
Side chain or base 51 |
0 =0.0951A
m<08 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0898,0 = 0.0246

> 60.
Backbone

4. B-factor
Slde Chain x base So‘mT-r_“
60.

1.00
5. Connect 0.50 W S

TWMVSGLHRVTGCAMAGTLLIGGVGFSVLPLDFTTFVEFIRGLGIPWVILDTFKFIIAFPIAFHTLNGIRFI GFD|
< < < < < < <

o — N ™
™~ ® © — — — —

residue number

chain identifier  |C

VN.A. (GLY) g-g: L
- Backbone 10 L

1. Shift e r
o 1.0 OV eIV R O O SR e e VIO

Side chain or base 20 L

0 =0.0951A 3.0- —~
m<08 0.801 i

pachone Olg&m‘_ﬂ”_ﬁmmﬁfm M‘_L’_’M—»—m7

2. Density correlation E

- I {1 10 0 I N T B

H>30 @>15 1.57 =
Sidechainorbase%S:JWU—LUU—lvuJ Ly | ULU Luﬂ_uu I_U_U\/uwuu
1.5-

o 0.5
3. Density index
<Dens> = 0.0898,0 = 0.0246

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

1.00+
5. Connect 0.5&} T W -

MéKGTDI PSlYgGAYLVLGLAQ_L 1 SLAVVVYSRWERHKKATL}PT TSAAVTGAAPPQFDPIAAEKGFKPLHSHG
residue number < P} © ~ @ 8 3 g
— — — — —
D

chain identifier C
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Local estimation (8)

Backbone 0.90+

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.0951A 3.0°
m<o08 0.80

2. Density correlation e
Side chain or base0.90+

0.80-
m>30 W>15 T
Backbone O:5
3. Density index e
Side chain or base 28:
<Dens> = 0.0898,0 = 0.0246 1.5-

Side chain or base 30.
60.

B> 60. 60.
packbone 30_
e -m-

1.00

5. Connect 0.50

residue number > et ~
[t} © ~ © o S a o

chain identifier D

TLFKIERYFAAAMVPL I PAAYFIHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAYIFTAC
© o] © © © «Q © @

VN.A. (GLY) g-g: L
- eckbone Lo e e oo i e A O e e T LT

1. Shift e r
B 1.0 PEMI I FMEH [ FA A mwwmwmmf

Side chain or base 20 L

0 =0.0951A 3.0 —

2. Density correlation E

m<0s8 0.804
packhone O'Q&fm%mwrh 1 S
Zﬁ:!:l:‘:' = W

=T e TR

Side chain or base()_g(r:D D I D I
0.80-
H>30 E>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.0898,0 = 0.0246

0 A O
i N T 1T

Swie chain orbase 30E.v-v- m
60. —

B> 0. 60. E—
Backoone 30_ _ |
4. B-factor

1.00
5. Connect 0.50 F -
LLAGLLYFNEHDVGLTRAFEMVWEL| [AQYKVIDHAYDVVI IGAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHT
i Q = o™ ™ [32) (32} ™
residue number ® 3 ¥ Q B 3 2

chain identifier D E
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Local estimation (9)

2. Density correlation

m T 0 e ]
== m_::@
Side chain or baseQ.90+

VNA. (GLY) 2-8: L
e € R e Ranala=analuiNNlnmseni taataenanntilunzioicuinannninalaanionans
1. Shift
! : 1.0+
Side chain or base 20 L
0 =0.0951A 3.0° —
m<o8 0.801 i

mwry Te :

0.80-
H>30 E>15 %g [
3. Density index E =
Side chain or base 28:
<Dens> = 0.0898,0 = 0.0246 IL5-

H> 60. 60.7
Backbone 30.4
4. B-factor =
Side chain or base 30.
60.-
1.00
5. Connect 0.50- i
TAAQGGINAALGSMNPDDWKWHFYDTAKGSDWL GDQNAMHYL TRNAVEAVTELENFGMPFSRTPEGKIYQRSFGG]
residue number 2 2 8 9 Q 9 Q ]
- — - - - -
chain identifier  [E

VN.A. (GLY) g-g’ L

- Backbone 1:0: L
1. Shift 5
: ) 1.0
Side chain or base 204
o =0.0951A 3.0-
m<o08 0.801
Backbone 0.90+
2. Density correlation =
Side chain or base).90
0.80
H>30 M>15 1
Backbone 07

3. Density index

0.5+

Side chain or base 28:
<Dens> = 0.0898,0 = 0.0246 1.5-
H> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.50 -

residue number

chain identifier
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QSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGVIALCLEDGTIHRFRSK
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Local estimation (10)

Backbone
2. Density correlation

VNA. (GLY) 2-8: L
e (o B e e T T e e
1. Shift
B : 1.0
Side chain or base 204 L
0 =0.0951A 3.0- —
E<o0.8

0.804
OIQGM e . mm. [= _ML—IJ_IW.—H—#‘_TF[

:.—D:. -~ e O V=
Side chain or base0.90+ I =D W L%FIE
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0898,0 = 0.0246

> 60. b
Backbone 30.
4. B-factor
Side chain orbase 30E-vvIv-vlv-v_vlvlv-vlvlvv-vlz
60.
1.00
5. Connect 0.50- -
RTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFLVNSEGER
residue number 2 Q 3 3 Q 3 2 B
N [aV) N N N N N o™
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.0951A
m<os 0.807 r
packbene O'Q&Mﬁ«ﬂwmmf
2. Density correlation T = VDZID:Dj
Side chain or base).90 -
0.80- -

1.
1.
0.

H>30 E>15

Backbone
3. Density index

Side chain or base g
<Dens> = 0.0898,0 = 0.0246 1.

5
0+
5

gw L R il Nl LI T

W > 60. 60.
Backbone 30.
4. B-factor
60.
1.00 ml
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (11)

Backbone
2. Density correlation

% m o = _Feem r—v—v—v—rl_L_V_l_’_Lr—»—v—ﬁ—ﬁ—l_l‘\_/_ﬁ—» en __anm m%‘l_l_ﬂi
=S L R e L e |

VNA. (GLY) 2-8: B
- Backbone 10 |
1. Shift
i i 1.0+ -
Side chain or base 204
0 =0.0951A 3.0~
m<o0s8 0.804 r

H>30 .>1.sB © %g
sz o2 TN NN 700 O T |
seoinareatt] P DI T B "ESH [ " 199" §
<Dens> = 0.0898,0 = 0.0246 1.5- =
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- -
PVIPTVHYNMGGI PTNYKAQV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKEE
residue number 3 S 3 pct g 8 Q 3
™ ™ < < < < < <~
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0951A
o OB&WW%MM 7
Backbone 0.90+ h7
2. Density correlation E _—
Side chain or base()_g(y%]:[:.:ﬂ:ﬂv q:[: I W VOFEEMAT UVI]—‘—U—LH_L,
0.80- =

1.
1.
0.

W>30 @>15
Backbone

3. Density index

5
0+
5

[
Sidechainorbaseg'gi B Vu\/l_UJ LU—LU—‘_U U\/U U . U - U—LU Y LLU\/U U\/ LU Lu_‘ t
<Dens> = 0.0898,0 = 0.0246 1.5-
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Local estimation (12)
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Local estimation (13)
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Local estimation (14)
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Local estimation (15)
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Local estimation (16)

V N.A. (GLY) 3.0
Backbone %8:
1. Shift D g 0 = = =

f ' 1.0+
Side chain or base 204
0 =0.0951A 3.0

m<0s8 0.80

Becbore  090) o ol em e o et mlbm e AL I m

2. Density correlation

Side chain or base0.90+ w il M W LLH—I—‘_H
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

¢ [N I O O AN DR

M
5] o v [m U S e
<Dens> = 0.0898,0 = 0.0246 .5-

PRO  OR

Side chain or base 30.

B> 60, 60.
Backbone 30_ I I I D H
4. B-faCtor 7v-v-v-v-v-

60.-
1.00
5. Connect 0.50- M
GRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL ]
residue number X X 3 X g g 32 g g g
=1 — — — - 52 T 2 I < N <V Sl
chain identifier ~ |H E E E E C E
V N.A. (GLY) 3-8* r
Backbone 1'0: i B
1. Shift m 0 =@ @ = O L
) . 1.0 =
Side chain or base 204 L
0 =0.0951A 3.0- -
m<o038 0.80q r
Backbone o,g(y] [,
2. Density correlation = = - - - = 8 =
Side chain or base).90 -
0.80- -

B>30 @>15 157
Backbone g‘)g: [
| - L

3. Density index - =

Side chain or base

0.5+
1.04 r
<Dens> = 0.0898,0 = 0.0246 1.5- -

= 60.
Backbone 30.] I I D D I I
4. B-factor

Side chain or base 30%

60.

1.0

5. Connect 0.5
residue number g
~

M _702-]
[ 201-]

[M_302-]
[M_303-]
[M_304-]

(M 301

chain identifier

SFCHECK 7.04.09




