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

Structure Factor Check
4YXD

Title: CRYSTAL STRUCTURE OF PORCINE HEART MITOCHONDRIAL COMPLEX Il
FLUTOLANIL
Date: 23-MAR-15
PDB code: 4YXD
Crystal Structure Factors
Cell parameters: Input
af ;8035 & b 9330'85 & _C:9§902663 2 Nominal resolution range: 20.0 - 3.00 A
a: : B: : Y: : Reflections in file: 35482
Space group: P 2121 21 Unique reflections above 0: 34645
above b: 34197
above ¥: 25410
Reflections> O: 837
SFCHECK
Nominal resolution range: 20.0- 3.00 A
\O5max. from input data, min. from author\05
Used reflections: 34641
M odél Reflections out of resolution: 4
Completeness: 97.6 %
8el8atoms R_stand(F) = 6(F)>/<F> : 0.059
Number of chains: 10 ) RO
Vol i ied b del: 57.4 % Anisotropic distribution of Structure Factors
OIUME NOt oceUpied Dy modet - 974 7 ratio of eigen values: 0.9543 0.9389 1.0000
<B> (for atomic model): 80.2 A"2 B_overall (by Patterson): 52.A"2]
. A o
o(B): - 13.69 A"2 Optical resolution: 2.22A
Matthews coefficient: 3.57 Expected opt. resol. for complete data set: 2.22|/
Corresponding solvent % : 65.31 Estimated minimal error: 0.071 A
Model vs. Structure Factors
R-factor for all reflections: 0.275
Correlation factor: 0.833
R-factor: 0.284
for F>2.00
nom. resolution range: 20.00 — 3.00A
Refinement reflections used: 34193
Rfree: 0.327
Program: REFMAC 5.7.0029 Nfree: 1708
Nominal resolution range: 20.0 - 3.00 A R—fac.tor without free—refl.: 0.282
Repobrted ]Ic?—ffellctqr: " DL Non free-reflections: 32485
Num erdo rfe e'ctlons used. 33358 <u> (error in coords by Luzzati plot): 0.400 A
Rgporte Riree: 0.26 Estimated maximal error: 0.195 A
Scaling
Scale: 0.815
Bdiff: -8.26

Anisothermal Scaling (Beta):
-2.5405 -2.6088 —2.3308 —0.0000 —-0.0000

Solvent correction — Ks,Bs: 0.376 249.870
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Local estimation

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

; i 1.0
Side chain or base 204
0 =0.1214A 3.0

m<08 0.80
Backbone 0.90H

2. Density correlation -

imwg&lm&_k@mhf&
Side chain Orbasegzzg:[r.j:u]: [r‘jv W l:’VI:':| \/U_r m—i_l I\M I D

W>30 W>15 1-3’
Backbone 1.0+

. . 0‘57
3. Density index E

Side chain or base

0.5
1.0+
<Dens> = 0.0850,0 = 0.0240 1.5-

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50

i =]
residue number S I K 154 3

chain identifier ~ |A

©

~

STQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEEDNWRWHFYDT
(=] o o (=] (=} o (=]

[¢5)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1214A
m<o0s8 0.80
Backbone 0.904
2. Density correlation
Side chain or base).90
0.80-
W>30 E>15
Backbone

3. Density index

Side chain or base

vl M b |

<Dens> = 0.0850,0 = 0.0240

0
1
6

> 60. 0: Tl
4. B-factor
Side chain or base 30,“-
60.

1.00
5. Connect 0.501

residue number b3 S — «
— — —

chain identifier ~ |A

(2]
-

<
-

[T}
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VKGSDWLGDQDAIHYMTEQAPASVVELENYGMPFSRTEDGK | YQRAFGGQSLKFGKGGQAHRCCCVADRTGHSLL
o o o o o o o
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Local estimation (2)

V NA. (GLY) 2-8: r

L it Backbone 104 |
. Shift

Side chain or base %S:M B

0 =0.1214A 3.0 L

m<08 0.80, r

Backbone
2. Density correlation

0.904

Side chain or baseo_gcrw W W‘] D:F'_DVI:D:I] W W T -
0.80-

W>30 @>15 g
Backbone -5 L
3. Density index
IS -gﬂﬂw i U I m D]WWWW
<Dens> = 0.0850,0 = 0.0240 5
H> 60. 60.7
Backbone 30.
4. B-factor 1 VIV
Slde Chain o base 3071-VT'-IVT-
60.-
1.00
5. Connect 0.50 B B
HTLYGRSLRYDTSYFVEYFALDLLMENGECRGVIALCIEDGSIHRIRARNIVVATGGYGRIYFSCTSAHTSTGDG]
residue number 8 ,C\) 8 8 8 8 8 8
~ - -~ - N N N ~N
chain identifier ~ |A
VNA. (GLY) 39 L
- Backbone 10
1. Shift = r
’ ) 1_07:1D:D:|;D WHHUM e EULLDU—H—D mmmm—
Side chain or base 20 L
0 =0.1214A 3.0° =
m<o08 0.801 i
packhone Olgwwmi
2. Density correlation = T VT:TTIWI]V VW—IVDWDZIVD:I:D:I =
Slde Chain o baswg& D] I:I ZI:.]_I:[
0.80-

H>30 E>15 e -
owayiere & O ol b g (1 0 T
. | =
Sidechainorbaseg'gj u UJ vI—l—u LUJ U Y U\/I_F/U LM \/|_|\N o U_U -t Lu B
<Dens> = 0.0850,0 = 0.0240 1.5
= 60.
4. B-factor
60.
1.00 T
5. Connect 0.50 W ﬂ WW W Wi

residue number

chain identifier
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Local estimation (3)

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

1. Shift
o 1.0 FOVEVEN T OO ] ] POV P VO [ O O O e O M T
Side chain or base 204 L
0 =0.1214A 3.0- .
m<o0s8 0.80 r
Backbone 0.90+ |

2. Density correlation -

o= eml
st P BT AT [T 3
0.80- L

H>30 W>15 159

1.0

3. Density index e

Sidechainorbaseg_)'gi D D U D 0 U =1 U 0= v U—H—u o Lu LDNI_W -
<Dens> = 0.0850,0 = 0.0240 15

B> 60. 60
Backbone 30

60.

1.00;
5. Connect 0.50

Side chain or base 30.

:

REGRGCGPEKDHVYLQLHHLPPEQLAVRLPGISETAMI FAGVDVTKEPIPVLPTVHYNMGGIPTNYKGQVLRHVN
; =) o o (=} o o (=} =]
residue number (5 I & I s} o = o
m ] o] ™ ] ] ™ %]
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1214A
m<038 0.807 r
Backbone 0.90q -
2. Density correlation E ~ W = =
Side chain or base).90 I D T I q:lj I [ [I I I r
0.80- -

W>30 @>15 % =
Backbone O. i
Side chain or base 1'0 L
<Dens> = 0.0850,0 = 0.0240 15 -
> 60. 60.
Backbone 30.
4. B-factor 5
Side chain or base 30.4
60.-
1.00 L H
5. Connect 0.50- -
GQDQVVPGLYACGEAACASVHGANRLGANSLLDLVVFGRACALSIAESCRPGDKVPSIKPNAGEESVMNLDKLRF
residue number S 8 S S 2 S 3
™ < < < < < <
chain identifier ~ |A
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Local estimation (4)

Backbone
2. Density correlation

0.804 = =
owlg | bl il o o Bl clnn _nmdl

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) 1_0,MWMWMMW&HMM%M&,
Side chain or base 204 L
0 =0.1214A 3.0-
m<o038

T TTIN Ty ¢

0.80-
H>30 m>15 ] -
2D o B;ckbone 0257
. Density index E
O =
Side chain or base 28:] U U u Dq] U Vi WI D\/U U Dj_VD UJ Lu . LIJ_U_UJ
<Dens> = 0.0850,0 = 0.0240 1.5
W> 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30]v_-v-v-v_
60.
1.00
5. Connect 0.50- - 3
ANGT IRTSELRLSMQKSMQSHAAVFRVGSVLQEGCEKILRLYGDLQHLKTFDRGMVWNTDLVETLELQNLMLCAL
residue number 8 E 8 8 8 8 8 8
53 < < < re} n o [re]
chain identifier ~ |A
VNA. (GLY) 39 B
- Backbone 104
1. Shift &
. . 1.0
Side chain or base 20 L
0 =0.1214A 3.0° L
m<038 0.807 r
peckdone 091 ﬂ—H‘H—PL[I—h_IH_H‘hH
2. Density correlation = = =
S
Side chain or base()_g(rJ—uJv av =
0.80- =
H>30 M>15 1
Backbone é H
3. Density index '
' . = A HH]
Sidechainorbaseg'gj_H WU—N u m UJ U_I_U L‘_U U W I H_UJ r M
<Dens> = 0.0850,0 = 0.0240 1.5
W > 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30"--
60.
1.00 i
5. Connect 0.50- M 3

residue number

chain identifier
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Local estimation (5)

V N.A. (GLY) 2-8: C
- Backbone 10
1. Shift
" ; 1.0
Side chain or base 20
0 =0.1214A 3.0
m<o08 0.807

Backbone 0.90+

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

0.80-

W>30 @>15 1-3’
Backbone 1.0

0.5
3. Density index E
Side chain or base

<Dens> = 0.0850,0 = 0.0240

0.5+
1.0+
IL5-

W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -
ADCATVPPAIRSY] [PRIKKFAIYRWDPDKTGDKPHMQTYEIDLNNCGPMVLDALIKIKNEIDSTLTFRRSCREG
residue number S IS o 2] 2 2 = 2
<= ©
chain identifier ~ |A B
V NA. (GLY) 2-8*
Backbone -l L
1. Shift

Side chain or base
0 =0.1214A

W<08
Backbone

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

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0850,0 = 0.0240

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

CGSCAMNINGGNTLACTRRIDTNLDKVSKIYPLPHMYV IKDLVPDLSNFYAQYKSIEPYLKKKDESQEGKQQYL
o o o 2} [}

i
residue number S 3 3 =1 h] B 3
B

— - - —

chain identifier
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Local estimation (6)

VNA. (GLY) 2-8:
o W e (I e e e e e O e o
1. Shift
1 o—wmwwwwwwﬂww—
Side chain or base 204 L
0 =0.1214A 3.0

m<o0s8 0.80

o O'QZszllm ]
. i S ) I I I -

2. Density correlation -

- 0 B
Side chain or base0.90+ I I I D I -
0.80- -

W>30 @>15 1-3’
Backbone 1.0

0.5
3. Density index
Side chain or base 287
<Dens> = 0.0850,0 = 0.0240 1.5-
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 +
QSIEEREKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDFTEERLAKLQDPFSLYRCHT |
residue number S’, % % E % % 8
- - - - - — N
chain identifier B
VNA. (GLY) 3.09 C

Backbone

: s anlinntualannilIAN=Ennbanin=s
1. Shift 5 T
_ _ 1.0 I EVE-C VRV e O EWVEDJID_LU_DMW,
Side chain or base 20 L
o =0.1214A 3.0-

m<038 0.807 r
Backbone 0.90q r

2. Density correlation E

0.80- L

H>30 E>15 15 r
3. Density index =

Sidechainorbasegg I—I\WU—U_UJULU MU—U—MU \/UU MJUU—LUU U :
<Dens> = 0.0850,0 = 0.0240 1.5

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

1.00 —
5. Connect 0.50 -

MNCTGTCPKGLNPGKAIAEIKKMMATYKE| [TTAKEEMERFWNKNLGSNRPLSPHITIYRWSLPMAMSICHRGTG
residue number 2 I o © © © ©
o I3l o~ — N o™ <

B

chain identifier C
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Local estimation (7)

Backbone
2. Density correlation

V NA. (GLY) 3.0 r
Backbone %'07

1. Shift
Side chain or base

0 =0.1214A

m<o08 0.80

Side chain or baseQ.90+

0.904

0.80-

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0850,0 = 0.0240

Side chain or base

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 L
5. Connect 0.50- -
) TALSAGVSLFGLSALLLPGNFESHLELVKSLCLGPTLTYTAKFGIVFPLMYHTWNG I RHLTWDLGKGLTIPQLTQ
residue number 8 S ° 8 3 S =
chain identifier  |C
V N.A. (GLY) 2-8* r
S Annnialuln=nnznuan=gieaun==nseza=i00 I NANAAnRRsensoOeaan Auann N nnnnnnnniy
1. Shift = L
. 1 o JVELE PPV SRV O B e ] Ve
Side chain or base 204 L
0 =0.1214A 3.0- L
m<os 0.807 r

Backbone
2. Density correlation

Side chain or base).90 I I I = =1 W,—I—W D I WT7
0.80] -

O e e A lenll s I

H>30 @>15
Backbone

3. Density index

15
1.0

o I I 111y 7 AN 1 A
ﬁ CIT TR W PR Y

Backbone
4, B-factor ]
60. -
1.00
5. Connect 0.50+ |

residue number ~ )

chain identifier  |C D
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Local estimation (8)

V NA. (GLY) 3.0
Backbone %8:
1. Shift Oes=so

) , 1_0,M—MWWUMMJJ_}—U—UJ
Side chain or base 20
3.0

o =0.1214A

m<o0s8 0.804
ackhone 099 WH_LWW m

2. Density correlation -

o
T H ) VDI S vI:I]—D:D:IVQ:I ) ﬂ
Side chain or baseQ.90+
0.80-

H>30 m>15 ]
e HITINEEEEDD 11
3. Density index E O -
a2 TIFT = T [ SO [ T P
Side chain or base 1.07:DJJ_I\/U w U_/v I
IL5=

<Dens> = 0.0850,0 = 0.0240

H>60. 60.
packbone 30_ I D I I
4. B-factor

60.

1.00 —
5. Connect 0.50
TDYVRGDALQKVAKAGLLALSAFTFAGLCYFNYHDVGICKAVAMLWKL
residue number kY 9 v 92 9
— — — —

[@ 3021

[@ 3011
[@ 3031

chain identifier D
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