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

Structure Factor Check
1CFM

Title: CYTOCHROME F FROM CHLAMYDOMONAS REINHARDTII
Date: 18-SEP-98
PDB code: 1CFM
Crystal Structure Factors
Cell parameters: Input
af ;g’gg & b 9?)40'34 & .c:gélongZ 2 Nominal resolution range: 28.6 - 2.00 A
o ' B: : v: : Reflections in file: 47521
Space group: P 21 21 21 Unique reflections above 0: 47521
Number of NCS-operators: 2 above b: 47054
NC-symmetry only for information above ¥: 41783
SFCHECK
Nominal resolution range: 28.6 - 2.00 A
\O5max. from input data, min. from author\05
Used reflections: 47418
Reflections out of resolution: 103
Model Completeness: 80.4 %
6878 atoms (1001 water molecules) E_§tatnd(F) ; S:(.';)i/.d::: Structure F 2-021
Number of chains: 9 nisotropic distribution of Structure Factors
° (o
Volume not occupied by model: 26.7 % 5 Jsgfaﬁf(glgggtl/;l:sﬁ)ﬂ 1.0000 0'779428;,5\2“
<B> (for atomic model): 26.9 A2 — yr ] ' .

} A Optical resolution: 1.58 A
ailEy; 12.40 A%2 Expected opt. resol. for complete dat t: 1.58|A
s cosiden: 2 Eimated minimallemor:. | 00124
Corresponding solvent % : 4455 i i

Model vs. Structure Factors
R—factor for all reflections: 0.230
Correlation factor: 0.918
R-factor: 0.231
i for F>2.00
Refinement nom. resolution range: 25.00 — 2.00A
Program: CNS 0.1 reflections used: 46961
Nominal resolution range: 25.0 - 2.00 A| <u> (errorin coords by Luzzati plot): 0.263 A
Reported R—factor: 0.214 Estimated maximal error: 0.108 A
Number of reflections used: 46907 DPI: 0.221 A
Reported Rfree: 0.27 Scaling
Sigma cut—off (F): 2.00 Scale: 0.828
Bdiff: 0.13

Anisothermal Scaling (Beta):
1.3460 0.1195 -0.9334 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.837 250.002
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Structure Factor Check
1CFM

Local estimation

V NA. (GLY) 2-8: r
- Backbone 104 L
1. Shift
o 1.0 TP EEFI] [P Ve R O o e D PO [ O Vv,
Side chain or base 20 L
0 =0.1127A 3.0- —
m<o08 0.80 r
Backbone 0.90+ -
: i — e P e o S Py . P e S o = ) B, Y . S
2. Density correlation === o — —— 0 T o—— [ 0o—0x 0
Side chain or base0.90+ L
0.80- -
Hl>30 @>15
Backbone
3. Density index
Side chain or base 8
<Dens> = 0.3301,0 = 0.0473 5
W> 60. 60.7 r
Backbone 30.1 -
4. B-factor
Site chain o bace 30.7LMMMMW%MMMWM7
60.- -
1.00
5. Connect 0.50- -
YPVFAQQNYANPREANGRIVCANCHLAQKAVEIEVPQAVLPDTVFEAVIELPYDKQVKQVLANGKKGDLNVGMV L
residue number : g g ;' u\—; 5' ;'
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1127A
m<os 0.807
Backbone 0.90+1
2. Density correlation ey === Wm
Side chain or base).90+ -

0.80- -
H>30 @>15
Backbone

15
1.0
L 0.5
3. Density index
Side chain or base gg:w
<Dens> = 0.3301,0 = 0.0473 151 -

B> 60. 60.4 r

e e e e e
4, B-factor L
Side chain or base 30.- D m q D u U u u—l m U LLD [D:l D] L

60.- -
1.00 ]
5. Connect 0.50 -
ILPEGFELAPPDRVPAE IKEKVGNLYYQPYSPEQKNILVVGPVPGKKYSEMVVPILSPDPAKNKNVSYLKYPIYF
residue number pod o 3 b N bt g

— - - - —

chain identifier ~ |A
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Local estimation (2)

V NA. (GLY) 3.0

packbone 100 e e b rr e A T T O H e e o re e T
1. Shift

Side chain or base

g =0.1127A

m<o08 0.80 H I I
Backbone 0.90+ -
e = L

2. Density correlation e e e — e = T ==t o o

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

1.5 — -
1.0 B

0.5 [

= T T

0.5 L

1.0 L

<Dens> = 0.3301,0 = 0.0473 1.5 — —

B> 60. 60.7
pecktone 3°"WWMWWWWW’
4. B-factor

Side chain or base 30. L
60.- L

1.00

5. Connect 0.50- W T -

GGNRGRGQVYPDGKKSNNTIYNASAAGKIVAITALSEKKGGFEVSI EKANGEVVVDKIPAGPDL IVKEGQTVQAD
: = — I — — — — I
residue number [ © ~ © > o = ~
= — — — I 3 N ~
chain identifier ~ |A

VNA. (GLY) 3.0 C
packbone 2.8:Trrﬂfmﬂﬁ—mfﬂﬁﬁ—rrrﬂ_ﬂ T N R N S [ T et e e e N =R el :

1. Shift 5 r
) . 1.07:]:|:ED—‘—‘—LI\/\/‘—MJ—1_'_ED—U—‘—LI—U OH ’:‘:' H H V[ [T H r—‘ H OO D:D:‘ |

Side chain or base 20 L

0 =0.1127A 3.0- =
m<o08 0.801 i
Backbone 0.90+ J [

P o S | I

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

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.3301,0 = 0.0473

W > 60.
Backbone
4. B-factor & =
Side chain or base 30_7EDILLWLM—LD]ID_LLH_I W,
60.- =
1.00 ,
5. Connect 0.50 -
O
esidue number QPLTNNPNVGGFGQAETEIVLQNPAR LPVFAQQNYAE‘PREANGRIVf.ANCHLAQKAX.EIEVPQAVL‘EDTVFEA
m E £ — ~N ™ <
chain identifier ~ |A B
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1CFM

Local estimation (3)

2. Density correlation

VNA. (GLY) 2-8: L
; pecktone 1:07WWWMWWW7

1. Shift
— Lo I IR e o e A P ===
Side chain or base 20 L
0 =0.1127A 3.0- —
m<o08 0.804 r
e 0% I | S I

S N M = =

T =a vV VEH
Side chain or baseo_gcrﬁ w W ov=" W W

0.80- L

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3301,0 = 0.0473

> 60.
Backbone
4. B-factor
Side chain or base 30.*MUWWH’
60.- -
1.00
5. Connect 0.50 W +
) VIELPYDKQVKQVLANGKKGDLNVGMVL I LPEGFELAPPDRVPAETKEKVGNLYYQPYSPEQKNILVVGPVPGKK
residue number uH7 8 ,:' S g,‘ Sc = 8
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1127A
m<os 0.807
Backbone 0.90+1
2. Density correlation — — = == =
Side chain or base).90 W -
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3301,0 = 0.0473

W > 60.
Backbone
4. B-factor e L
Side chain or base 30,7W_WMW,
60.- L
1.00 L
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (4)

2. Density correlation

VN.A. (GLY) 2'8: I

- Backbone 1:07
1. Shift

. A 1.0+
Side chain or base 204
0 =0.1127A 3.0-
m<0s8 0.80+
Backbone 0.90+

Side chain or baseQ.90-

4. B-factor

0.80-

H>30 E>15 %g:
. . Backbone 0257

3. Density index e
Side chain or base 28:

<Dens> = 0.3301,0 = 0.0473 1.5
> 60. Eoai
Backbone 30.

Side chain or base 30.
60.-

1.00
5. Connect 0.50

residue number

chain identifier

KANGEVVVDK| PAGPDLIVKEGQTVQADQPLTNNPNVGGFGQAETEIVLQNPAR [YPVFAQQNYANPREANGRI
— — - — = ™ —
o i N %] < [le| -
3 o~ N 3 ~ Yl

B c

3. Density index

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1127A
m<o0s8 0.80
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
H>30 H>15 157
Backbone 3'07

5

Side chain or base gg:
<Dens> = 0.3301,0 = 0.0473 1.5-
= 60.+
Backbone 30.1
4. B-factor e
Side chain or base 30.

60.- =

1.00
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (5)

Backbone

2. Density correlation
Side chain or base0.9

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

1. Shift
o 1 o JIFFVOR OO = [P e = Ve e,
Side chain or base 20 L
0 =0.1127A 3.0- —
m<08 0.80+ r

WTWF‘—‘—LI W i

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.3301,0 = 0.0473

Il > 60.
Backbone
4. B-factor
R 30_7WMWWW7
60.- —
1.00
5. Connect 0.50- TW L
EKVGNLYYQPYSPEQKNILVVGPVPGKKYSEMVVPILSPDPAKNKNVSYLKYPIYFGGNRGRGQVYPDGKKSNNT
residue number 8 : Rl' S :r‘ S E'
— - - - - - -
chain identifier  |C
VNA. (GLY) 39 B
- Backbone 104
1. Shift
) ) 1.04
Side chain or base 204
0 =0.1127A 3.0-
m<o038 0.80q
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
B>30 W>15 1
o Backbone 0.5
3. Density index
Side chain or base g_)g:
<Dens> = 0.3301,0 = 0.0473 1:57
> 60. 60
Backbone 30.
4. B-factor e
Side chain or base 30.
60.-
1.00+
5. Connect 0.50-

residue number

chain identifier
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Local estimation (6)

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

VNA. (GLY) 2-8:
Backbone :
shif 1.0y B0 eadlonlll o il i e Tl ol
1. Shift =
Side chain or base %8: D D
0 =0.1127A 3.07
m<o08 0.80
Backbone 0.90+

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.3301,0 = 0.0473 1.5-
B> 60. 60.7
Backbone 30.*ﬂ7
4. B-factor oo 0 =
Side chain or base 30_—{.
60.-
1.005
5. Connect 0.5&]]]]]:L
VLQNPAR ' . ' &wwwwwwwww&wwwwwwwww%wwwwwwwww&wwwwwwwww&wwwWwwwww%wwwwww
residue number a8 8 8 B N @ S N ]
4 N N N © o S = i <
e~ - - - - -
chain identifier  |C E B A
VN.A. (GLY) g-g’
Backbone 7 i
1. Shift
. . 1.0
Side chain or base 204
0 =0.1127A 3.0-
m<o0s8 0.807

Backbone 0.904
2. Density correlation E
Side chain or base).90

0.80-

1.5+
1.04
0.5+

W>30 @>15
Backbone

3. Density index

I N T e PSS DI, | W P SO e By
LIS N 5 0 e il ik
e LU e et el b b T et LT oot b T |

Side chain or base gg:
<Dens> = 0.3301,0 = 0.0473 1.5-
W > 60. 60
Backbone 30.1
4. B-factor B
Side chain or base 30.4
60.-
1.00

5. Connect

0.501

residue number

chain identifier
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Local estimation (7)

2. Density correlation

Side chain or baseQ.90+
0.80-

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

1. Shift = L

: ; 1.04

Side chain or base 204 L

0 =0.1127A 3.0- -
m<08 0.80 r
Backbone 0.904 |

H>30 @>15
Backbone

3. Density index

15
1.0
0.5

T T Tl TR T

Side chain or base (]?8: B
<Dens> = 0.3301,0 = 0.0473 1.5 =
W> 60. 60.7 r

Backbone 30.1 —
4. B-factor e =

Side chain or base 30. -

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW(\%WWWWWWWWW&IWWWWWWWWWL\%WWWWWWWWW&WWWWWWWWW&\SWWWWWWWWW'ﬂWWWWWWWWW,ﬂWWWWWW
residue number 0 N~ o o 0 o o
< < < D [T} o© ©
- - - - - - -
chain identifier ~ |A
V N.A. (GLY) g-g: r
i eckbone 120’WWWHM%WMMW%
1. Shift = L
. . 1.0 =

Side chain or base 204 L
0 =0.1127A 3.0~ =
m<o038 0.80q r

Backbone 0.90+1 -
2. Density correlation E =

Side chain or base).90 -

0.80- -
H>30 @>15 15
Backbone 1.0

3. Density index

0.5

| I T Rl R LR

Side chain or base gg: [
<Dens> = 0.3301,0 = 0.0473 1:57
B> 60. 60. r
Backbone 30.1 -
4. B-factor & =
Side chain or base 30.- -
60.- =
1.00 r
5. Connect 0.50- 3
. WWW(V\VIWWWWWWWWW%WWWWWWWWWL\I.WWWWWWWWW‘)OSWWWWWWWWW,EWWWWWWWWW‘_V\VSWWWWWWWWWII?SWWWWWWWWW&W
residue number © 5} [N ™ < © < 0
© © ~ ~ ~ ~ [ee] o]
- - - - - - - -
chain identifier ~ |A
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Local estimation (8)

V NA. (GLY) 2-8: r
; pecktone 1Z°’Wmﬂﬂwﬁm H_H;
1. Shift e L
: : 1.04
Side chain or base 204 L
0 =0.1127A 3.0- —
m<o038 0.80 r
Backbone 0.90+ I
2. Density correlation - =
Side chain or base).90 -
0.80- -
H>30 H>15 %g r
o Backbone O:5 L
3. Density index e =
Side chain or base (]?8: B
<Dens> = 0.3301,0 = 0.0473 15] L
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WWWWWWWW&WWWWWWWWW#WWWWWWWWW%WWWWWWWWW\V_V.WWWWWWWWWL\I.WWWWWWWWW&WWWWWWWWW(\% ‘V_V'WWW

residue number ~ o)) ~ ~ ~ [Te} o P

) @ ) ) o o 4 ©

- - - - N N N e~

chain identifier ~ |A B
V N.A. (GLY) g-g: r
; packbone 1207%%%%“_%%%%7
1. Shift = L
: ) 1.0 L
Side chain or base 204 L
0 =0.1127A 3.0- L
m<o08 0.801 r
Backbone 0.90+ -
2. Density correlation E =
Side chain or base).90 -

0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base

0.501

<Dens> = 0.3301,0 = 0.0473 1.5-
B> 60. 60. =
4. B-factor E L
Side chain or base 30.- L
60.- L
1.004 -
5. Connect +

residue number

chain identifier
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Structure Factor Check

1CFM

Local estimation (9)

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

VNA. (GLY) 2-8: L
A packbone 1:07Wmﬂ_wmmmm7

1. Shift = 3

: ; 1.0+

Side chain or base 204 L

0 =0.1127A 3.0- =
m<o0s8 0.80 r
Backbone 0.904 |

3. Density index

H>30 W>15 %g
Backbone O:5

0.

1.

Side chain or base 8: L
<Dens> = 0.3301,0 = 0.0473 5= =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
W#WWWWWWWWW%WWWWWWWWWI%WWWWWWWWW,&WWWWWWWWW#WWWWWWWWW‘V_V|WWWWWWWWW&WWWWWWWWW&WWW
residue number o N © o © o — [¥e]
« N ~ ™ ™ < < <
— - Ll — - - — -
chain identifier B
V NA. (GLY) g-g: r
; eckbone 1:Ofmﬂﬂﬁmwmwww
1. Shift & =
. . 1.0 E

Side chain or base 20 L
0 =0.1127A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

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

H>30 W>15 1.59

1.0+
Backbone 0.5

3. Density index -

(A A O OO N A

5. Connect 0.501

Side chain or base gg: [

<Dens> = 0.3301,0 = 0.0473 1.5-
B> 60. 60. [
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r

residue number

chain identifier
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Local estimation (10)

V NA. (GLY) 3.0
Backbone

P [ S S O o e O O S o O O P G SRr
1. Shift 1

. ! 1.0+
Side chain or base 204 L
0 =0.1127A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

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

H>30 m>15 i r
Backbone 054

3. Density index e
Side chain or base 28:
<Dens> = 0.3301,0 = 0.0473 1.54

H>60. 60.
4. B-factor E =

Side chain or base 30.

60.- =
1.00, r
5. Connect 0.50- -
. W&WWWWWWWWW&IWWWWWWWWW‘V_V|WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW,&WWWWWWWWW&IWWW
residue number o) — ~ © o — © —
© ~ ~ ~ ] © © o
— - Ll — - - — -

chain identifier B

V N.A. (GLY) 3.0

e Toh o o ] W e B B Mo Bl
1. Shift 7

. . 1.0 L

Side chain or base 20 L

0 =0.1127A 3.0- —~
m<o038 0.80q r
Backbone 0.90+ [

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

m>30 E>15 1
Backbone 05

3. Density index - =

Side chain or base

0.54
1.0 L
<Dens> = 0.3301,0 = 0.0473 1.5/ -

B> 60. 60.7 -
4. B-factor 3

Side chain or base 30.- L

60.- =
1.00 r
5. Connect 0.50- 3
. WWWWWW%WWWWWWWWWgWWWWWWWWW‘\AI‘WWWWWWWWW%WWW (V\\I‘WWWWWWWWW(}%WWWWWWWWW‘\AI‘WWWWWWWWW%WW

residue number I32) n 52} o =] [¥e) ® o

)} o =1 o =} o o =}

- - N N ~ - - -

chain identifier B C
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1CFM

Local estimation (11)

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

VNA. (GLY) 2-8: L
i packbone l:oiﬂﬁﬂmmﬁﬂjﬂ—mwmi

1. Shift = 3

" ; 1.0+

Side chain or base 204 L

0 =0.1127A 3.0- =
m<os 0.80 r
Backbone 0.904 |

3. Density index

W>30 W>15 %g
Backbone O:5

0.

1.

Side chain or base 8: L
<Dens> = 0.3301,0 = 0.0473 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- -
WWWWWWW#WWWWWWWWWL\%WWWWWWWWWI%WWWWWWWWW%WWWWWWWWW‘V_V.WWWWWWWWW&WWWWWWWWW&SWWWWWWW

residue number < N < Te] ~ fee] o]

— N N N o~ N N

— - Ll — - Ll —

chain identifier  |C

VNA. (GLY) 3-8* B
; pectbone 1:0:Mﬂmwwmi
1. Shift & =
. . 1.0 E

Side chain or base 20 L
0 =0.1127A 3.0° L
m<o038 0.80q r

Backbone 0.90q r

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

W>30 W>15 1.59

1.0+
Backbone 054

3. Density index -

TR o I A A R A

5. Connect 0.501

Side chain or base gg: [

<Dens> = 0.3301,0 = 0.0473 1.5-
B> 60. 60. [
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

1CFM

Local estimation (12)

7Wﬂmmwm

V NA. (GLY) 2-8:
- Backbone 104

1. Shift
; i 1.0+
Side chain or base 204
0 =0.1127A 3.0-
m<038 0.80
Backbone 0.90+

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

1.5+
1.0+
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