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

Structure Factor Check
6MYO

Title: AVIAN MITOCHONDRIAL COMPLEX Il WITH FLUTOLANYL BOUND
Date: 02-NOV-18
PDB code: 6MYO
Crystal Structure Factors
Cell parameters: Input
af gggg & b 9330'88 & _C:9§8090'58 2 Nominal resolution range: 47.6 - 2.20 A
o ' B: : v: : Reflections in file: 87121
Space group: P 2121 21 Unique reflections above 0: 75089
above b: 71145
above &: 61446
Reflections> 0: 12032
SFCHECK
Nominal resolution range: 476 - 2.20 A

M odel
9321 atoms (426 water molecules)

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

Used reflections: 75089
Completeness: 86.3 %
R_stand(F) = g(F)>/<F>: 0.052

Anisotropic distribution of Structure Factors
ratio of eigen values: 0.9575 1.0000 0.691

[$x]

Number of atoms with aniso_U: 9321
Number of chains: 51
Volume not occupied by model: 53.6 %
<B> (for atomic model): 57.0 A"2
o(B): 13.85 A2
Matthews coefficient: 3.24
Corresponding solvent % : 61.70
Refinement
Program: PHENIX DEV_3150
Nominal resolution range: 47.6 - 2.20 A
Reported R—factor: 0.189
Number of reflections used: 79336
Reported Rfree: 0.23
Sigma cut-off: N.A.

B_overall (by Patterson): 65.A"2
Optical resolution: 213 A
Expected opt. resol. for complete data set: 2.13|A
Estimated minimal error: 0.031 A
Model vs. Structure Factors
R-factor for all reflections: 0.267
Correlation factor: 0.895
R-factor: 0.266
for F>2.00
nom. resolution range: 47.64 — 2.20A
reflections used: 71154
Rfree: 0.295
Nfree: 2130
R-factor without free—refl.: 0.265
Non free-reflections: 69024
<u> (error in coords by Luzzati plot): 0.358 A
Estimated maximal error: 0.125 A
DPI: 0.185 A
Scaling
Scale: 0.067
Bdiff: -18.15

Anisothermal Scaling (Beta):
5.1204 5.4667 1.0207 —0.0000 0.0000 -0.4

Solvent correction — Ks,Bs: 0.440 250.096
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Structure Factor Check

6MYO
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Structure Factor Check
6MYO

Local estimation

VNA. (GLY) 2-8: L
, packbone 104 e T HA I et e e e T e e [
1. Shift
e chaimorbase 107 0 1 1 LAV IFEEMEAT R VI VAR,
Side chain or base 204 L
0 =0.0071A 3.0- —
m<os 0.80

Backbone 0.90+

P |

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

T IP  [N
T ' Tmo e

DVT =

0.80-
H>30 @>15 1
Backbone (l)
3. Density index
Side chain or base g_) 8
<Dens> =0.0170,0 = 0.0111 1.5-

TR

ol |

5
.0 r
.5 r

H > 60. 60. — _
4. B-factor
e SR TN DTETD S CIPEOTSSEATEION COL QL
60. — — e i 4
1.00
5. Connect 0.50 +
) TQYPVVDHEFDAVVVGAGGAGLRAAFGLSEAGFNTACVTKLFPTRSHTVAAQGGINAALGNMEDDNWRWHFYDTV
residue number 8 8 g 8 8 ,Q 8
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0071A
m<os 0.807 r
Backbone 0.90+

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

0.8
m>30 M>15 15
3. Density index '

Side chain or base 28: \/|—u VUJ J U_I] U U W u U \/\/U U\/ \/\/u I_. UJ \/I t:
<Dens>=0.0170,0 = 0.0111 1.5- — -
B> 60. 601 n n [
4. B-factor = = n r

Side chain or base 30. M M M I :[:[ M,

60— — — — — — -
1.00
5. Connect 0.50 :r B

residue number

chain identifier

o
[}

A

o —
- -

N
—

(2]
-

KGSDWLGDQDAIHYMTEQAPAAVIELENYGMPFSRTEEGKI YQRAFGGQSLQFGKGGQAHRCCCVADRTGHSLLH
o o o o o o

<
-

[T}
-
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Local estimation (2)

V NA. (GLY) 3.0
o Lo T T e e T e e T e b H T e e e T
1. shift [P PO PO [ O S A A PV P A P OV

1.0
2.0+
3.0

Side chain or base
0 =0.0071A

m<o0s8 0.80
ackhone OIQGM 1 LJ I L:l t:} J ﬁ_l—v—\_l_rF7

2. Density correlation -

Side chain or baseo.QGqTVQ:I:I:rl]—t I] I I I I D I I I I
0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

521 N AN
il Bl B LG N O

<Dens>=0.0170,0 = 0.0111

= 60. [
Side chain or base 30.7EVU:I:I:I]—L m i r]:l]]J_LU—UNMI_L
60. ——

4. B-factor i

1.00
5. Connect 0.50- -
TLYGRSLRYDISYFVEYFALDLLMENGECRGV IALCIEDGI IHRFRAKNTVIATGGYGRTYFSCTSAHTSIGDGT
residue number 3 S 2 2 8 S IS4 54
© ~ o 3} S I N %]
=1 — - — « o~ ~ «
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c =0.0071A
m<o038 0.80 r
Backbone O,Q&J_I_L L
2. Density correlation e L
S TN TT BT NI
0.80- L

W>30 @>15 15
wontB | | BiLIG Gl o om0 Dl Dol
3. Density index =
Sidechainorbalseg:giULU_[\/L ﬂJu LU LNWU \UW U—M—U LUJUUU UUUJI L:

<Dens> = 0.0170,0 = 0.0111 1.5- —

> 60. 60. P — — — —
Backbone 30_7<H> T W —W “ [
4. B-factor || |
Side chain or base 30,7:I_L ﬂ I W I
60.- — — U L o o

1.00 ] L] T ] r
5. Connect 0.50- 3
AMVTRAGLPCQDLEFVQFHPTGIYGAGCL ITEGCRGEGGILINSQGERFMERYAPVAKDLASRDVVSRSMTIEIR
residue number =3 3 3 S I 54 =
I\ 39 ~ N Y 13\ ™
chain identifier ~ |A
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Local estimation (3)

Backbone
2. Density correlation

V N.A. (GLY) 2-8: C
Backbone 1:

1. Shift
Side chain or base

0 =0.0071A

m<o08 0.807

0.90+4

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> =0.0170,0 = 0.0111

> 60.

Backbone
4. B-factor

Side chain orbase Sow

60.
1.00 -
5. Connect 0.50 +
EGRGCGPEKDHVYLQLHHLPPQQLATRLPGISETAMIFAGVDVTKEPIPVLPTVHYNMGGIPTNYKGQV I THVNG
residue number S IS 54 3 I 3 IS I
™ ™ 3] %) 3] 3] ™ 3]
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.0071A
m<os 0.807 r

Backbone 0.90+1 -
2. Density correlation E = = = =

Side chain or base).90 I —Iv I W I I I I —I:l:D L

0.80- -

H>30 E>15 %-5’

Backbone 07

3. Density index

Gl Wi )0
TTHNL'T WAt

Side chain or base g
<Dens> = 0.0170,0 = 0.0111 1:5
= 60. - ul

Hiinimnin

4. B-factor
60. - - = —
1.00 | B
5. Connect 0.501 |

residue number

chain identifier
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Local estimation (4)

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

1. Shift

: ; 1.0+

Side chain or base 204 L
0 =0.0071A 3.0° —
m<o038 0.807 i
Backbone 0.904 I

2. Density correlation -

Side chain or baseQ.90+ I I I I . I . I . I ri
0.80- 7

H>30 W>15 1-3*
Backbone 1.0

. . 0‘57
3. Density index e

AT AN TN N N D Y
Side chain or base ?éim LND b 4 [U 7J ﬂ J]_EE

<Dens>=0.0170,0 = 0.0111

e 60._77
Backbone 30. W
4. B-factor
Side chain or base SO.T-]I {l l«t |
60. —— — —

1.00 T u
5. Connect 0.50 W -

DGTIRTSEARLNMQKTMQSHAAVFRTGS | LgEGCEKLSQI YRDLAHLKTFDRGIVWNTDLVETLELQNLMLCALQ|
; =} o o =] o =} =]
residue number | = o S S 3 I )
< < < < n 0 o [re}
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c =0.0071A
m<o038 0.80
Backbone 0.90+1
2. Density correlation E o 0 L
) i RN ) N 0 1 Lo L

H>30 @>15
Backbone

3. Density index

B> 60. 60.-_,

42 [0 7 AN A A A
Sidechainorbase%gzjm/u—wuj WMWUWUJJLULUW mm_UVUI 7ULIULE

<Dens>=0.0170,0 = 0.0111
Swie chain orbase 301 mm m
60.—*] ———

1.00 1|
5. Connect 0.50 -
TIYGAEARKESRGAHAREDYKLRIDEFDYSKPLQGQQKRPFEEHWRKHTLSYVDVKSGKVTLKYRPVIDRTLNEE]
! [=) Q [} (=) =} [} o
residue number I ) ) = o > S
[te) e} Iro) [ [re} n ©

chain identifier ~ |A
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Local estimation (5)

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

1. Shift
Side chain or base

0 =0.0071A

m<o08 0.807

Backbone 0.90+

2. Density correlation 3
Side chain or base).90

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.0170,0 = 0.0111

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

.00 -
5. Connect 0.50 ( :

CSSVPPAIRSY] [TSRIKKFSIYRWDPDKPGDKPRMQTYEVDLNKCGPMVLDALIKIKNELDSTLTFRRSCREG
I © © © © © oo

D
residue number S I <] 1 I ™ < o 9
fo ©

A

chain identifier B

V N.A. (GLY)
Backbone

1. Shift

Side chain or base

o0 =0.0071A

[W<o0.s8 0.801
Backbone 0.904
2. Density correlation
Side chain or base).9l

H>30 @>15
Backbone

3. Density index

N O MR
0. i
Nt 1 T T WL T SO s (O O T

B> 60. 60. -
s T T

4. B-factor L
60.- = = = L

1.00
5. Connect 0.50 N -
TCGSCAMNIAGGNTLACTKK IDPDLSKTTKIYPLPHMYVVKDLVPDLSNFYAQYKSI EPYLKKKDESKQGKEQY L
residue number @ @Q * 3 3 Q &
™~ @ °© — — — -

chain identifier B
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Local estimation (6)

V NA. (GLY) 3.0

N ¥ | Sl Annealnnin=auiilsin usnlnnnnnnnindinniindnaninnnsaannnnnlunnianaansl DNNE
1. Shift
1.0 -
e et or bace 2I0?MWHM%MJMWM7
0 =0.0071A 3.0

m<o08 0.8 r
Backbone 0.9 |

2. Density correlation
Side chain or base0.9

0.8
W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens> =0.0170,0 = 0.0111
Il > 60.
Backbone
4. B-factor
60.- — _ -
1.00
5. Connect 0.50- -
QSTEDRQKLDGLYECILCACCSTSCPSYWWNGDKYLGPAVLMQAYRWMIDSRDDYTEERLAQLQDPFSLYRCHT |
residue number @ % % 103 % g 8 a
- — - - -~ - N N
chain identifier B

PN W
[=X=Ye'

Side chain or base %
3.

coo

o0 =0.0071A

m<o038

e | m :
Backbone : [
1. shift JFESFET ED}]IDH]E

Backbone
2. Density correlation

W
ssocmamsof| U TH | P70 TP [ﬂj 11

H>30 E>15 1

Backbone é
3. Density index - 0

Side chain or base gg:—l]_IJ U_P/ I LLU U D] r
<Dens> = 0.0170,0 = 0.0111 151

Backbone 30.1 1
4. B-factor W
Side chain or base 30. ﬂ:l:u: ] I:l:[ m

60.-
1.00
5. Connect 0.50 -
MNCTRTCPKGLNPGKAIAEIKKMMATYKE| [ATTAKEEMARFWE| [KNTKSSRPLSPHISIYKWSLPMAMSI THR
residue number X ® N o 12 0 0
~ ~
Cc

chain identifier ~ |B C
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Local estimation (7)

VNA. (GLY) 2-8: L
e ooy M e e e e e e e e e e e et
1. Shift
) ! 1.0+
Side chain or base 20 L
0 =0.0071A 3.0~ =
m<o0s8 QT i
ackhone 099 Mﬁﬂﬂﬂ Mwmlmmf
2. Density correlation WEVI [I:WII]T &
0.80- -
W>30 @>15 %g
- o B;ckbone O:5
. Density index T
[N
Side chain or base 28: J LU D_D]:IJ U i
<Dens>=0.0170,0 = 0.0111 157 =
H> 60. 60.7 M M
4. B-factor
Side chaln orbase 30. J’ ‘“-W7
60.- — - -
1.00
5. Connect 0.50- W 5
GTGVALSLGVSLFSLAALLLPEQFPHYVAVVKSLSLSPALIYSAKFALVFPLSYHTWNGI| RHLVWDMGKGFKL SQ|
residue number | 0 3 0 93 8 8 3
— -
chain identifier  |C
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0071A
m<o08 0.801 i
Backbone 0.90q [

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

I
pd I L I

W>30 H>15 L
3. Density index - o
o] miall | LUl I N IR N
<Dens>=0.0170,0 = 0.0111 1.5-
W > 60. 60.4 -
o S I
4. B-factor E L
Side chain or base 30. J ﬂ M/L ﬂ MWDV,
60.- == LI [, Lt L
1.00
5. Connect 0.50 -
residue number VEQSGVL\{I)VLILTLLSS'?)AIAAM :ISKAASLHWT:IERAVSALLL((\S‘LLPAAYLYP(E‘PAVDYSLAA(QLTLHGHWGL((\S‘
N o — « ™ < L0
chain identifier  |C D
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Local estimation (8)

Backbone 0.9

2. Density correlation
Side chain or base).9l
0.8

VNA. (GLY) 3.0 L

e o e O T P T e T e e i

1. Shift : 00 = - = 0 @ =

o 1-0*WUWM—LUMM_LM r

Side chain or base 20 L

o =0.0071A 3.0- —
m<08 0.8

lo e ol Ladulel o loa .o 1.}
T RTTIIm T ?

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> =0.0170,0 = 0.0111

15

0.5 B O
0.

1.

Il > 60.
Backbone
4. B-factor r
Side chain or base 30. r
60.- -
1.00 r
5. Connect 0.50- -
) QVITDYVHGDTPTKVANTGLYVLSATTFTGLCYFNYYDVG T CKAVAMLWS ,E !
residue number 9 N S S S = =
— —
chain identifier D E E
VNA. (GLY) g-g’ r
Backbone 1'0: L
1. Shift "B e mm o000 0=000 00 ==olz000O = L
’ ) 1.0 =
Side chain or base 20 L
0 =0.0071A 3.0° =
m<038 0.8

Backbone 0.9
2. Density correlation

o=
L 1.1 ]
| = B o= — O [} = = =

Side chain or base).90 L

0.80- L

H>30 H> 1.58 © %-8: D I I I I I I r
ackbone :

3. Density index il D = O e _ = _ - - _ _ B _mL

Side chain or base gg: [

<Dens> = 0.0170,0 = 0.0111 1.5- L

e R R RN R RN NN N N

Side chain or base 30% L
60.

1.0
5. Connect 0.5

] E

residue number

chain identifier
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Local estimation (9)

VN.A. (GLY) 2.8: :
Backbone 1-07 i
1. Shift L B_.-selee-os i

: ; 1.04 [
Side chain or base 204 L
0 =0.0071A 3.0

m<08 0.80 r
11 W ~
J = O - L

2. Density correlation - =
Side chain or base0.90+ L
0.80- L

3. Density index

Side chain or base

vl | P T T W
0. L
1.

5-
0

<Dens> =0.0170,0 = 0.0111 1.5- —

B> 60, 60.
R T T
4. B-factor A

Side chain or base 30. L

60.- =
1.00, r
5. Connect 0.50 -
W O ' LG [] (] ' ................ WWWWWWWWWWWWWWWWWWWWWW W W W]
residue number E = E * E g B é é g 2 % ﬁ c%l
o B B B 8 R R 'S S B < =1 — —
g 8 8 8 B8 2 g B 4 ) 3
B EEE B ¢

chain identifier

VN.A. (GLY) g-g: L
: packbone 130’WMW$WW’

1. Shift e r
) ) 1.0 =

Side chain or base 20 L

0 =0.0071A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

e M %EHH—H TITTFHH_I 0 m MH 5% I_I_UJ IH O = I FE

3. Density index

Side chain or base

<Dens>=0.0170,0 = 0.0111

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

Side chain or base 30.- L
60.- L

1.00, =
5. Connect 0.501 =

WWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWW
residue number %] < ts) © ~ © o
— - - — - - —
- - - - - - -

chain identifier C
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Local estimation (10)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8:
; packbone lzo’WWWWWWWMﬁ
1. Shift E L
! ! 1.0+
Side chain or base 204 L
o =0.0071A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

il
il
0.

H>30 @>15
Backbone

3. Density index

5o
0,
5-

m%m dﬂ kaﬂmMmL 1 kﬂdrj

Side chain or base 88: L
<Dens> =0.0170,0 = 0.0111 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. =

60.- -
1.00, r
5. Connect 0.50- -
WWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#W

residue number o — N ™ < te] © ~

N I N « N N N o~

Ll — - Ll — - Ll —

chain identifier  |C

VNA. (GLY) 3-8* B
Lo 0] e el e e e P o 1 Bl i S e Pl [ o |
1. Shift 1 =
’ ) 1.0 L

Side chain or base 20 L
0 =0.0071A 3.0~ =
m<o038 0.80q r

Backbone 0.90q r

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

ol ol i Ul audld =1 H. 1K

0.501

Side chain or base g_)g: [
<Dens> = 0.0170,0 = 0.0111 1.5-
H>60. 60.~
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier
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Local estimation (11)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 39 B
- Backbone 1:07 L

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.0071A 3.0- -
m<08 0.80 r
Backbone 0.904 |

0.80- L
~ e 3 Lo AN *
Backbone = L
o siln [l :
Y = Il i ma | b I opm o
Side chain or base 88: B
<Dens> =0.0170,0 = 0.0111 1.5 =
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWaWWWWWWWWW&WWWWWWWWWgWWWWWWWWWgWWWWWWWWW&WWWWWWWWW&WWWWWWWWWgWWWWWWWWWgW

residue number < n © ~ @D <)) o —

— — — — - — N N

- — - - — - Ll —

chain identifier  |C
V N.A. (GLY) g-g: r
w0 o e ol e e e e, e

1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.0071A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

PN ITTITENTE NI RE

0.501

Side chain or base g_)g: [

<Dens> = 0.0170,0 = 0.0111 1.5-
H>60. 60. r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier
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Local estimation (12)

2. Density correlation

Side chain or base0.90+ -

V N.A. (GLY) 3-8: [
- Backbone 1:07 [

1. Shift - =
. ) 1.0 L

Side chain or base 204 L

0 =0.0071A 3.0- =
m<0s8 0.80+ r
Backbone 0.90+ B

0.80- -
H>30 @>15 1.59
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