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

Structure Factor Check
3L72

Date: 27-DEC-09

PDB code: 3L72

Title: CHICKEN CYTOCHROME BC1 COMPLEX WITH KRESOXYM-I-DIMETHYL BOUN

Crystal

Cell parameters:

a: 17261 A b: 181.55A «c: 241.03 A

a: 90.00 3: 90.00
Space group: P 21 21 21

y: 90.00

M odel

32648 atoms (18 water molecules)

Number of chains:

Volume not occupied by model: 62.6 %

51

Structure Factors
I nput
Nominal resolution range: 49.9 - 3.00 A
Reflections in file: 141090
Unique reflections above 0: 141090
above b: 136498
above 3: 67537
SFCHECK
Nominal resolution range: 499 - 3.06 A
\O5max. from input data, min. from author\05
Used reflections: 133914
Reflections out of resolution: 7176
Completeness: 93.7 %
R_stand(F) = g(F)>/<F>: 0.110

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.4881 0.516

B_overall (by Patterson): 52.A"2
Optical resolution: 2.24 A

Expected opt. resol. for complete data set: 2.24
Estimated minimal error: 0.148 A

[To)

<B> (for atomic model): 75.1 AN2
a(B): 20.12 A2
Matthews coefficient: 413
Corresponding solvent % : 69.99
Refinement
Program: CNS 1.1
Nominal resolution range: 28.9- 3.06 A
Reported R—factor: 0.264
Number of reflections used: 133892
Reported Rfree: 0.29
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.315
Correlation factor: 0.833
R-factor: 0.316
for F>2.00
nom. resolution range: 28.93 — 3.06A
reflections used: 130194
Rfree: 0.345
Nfree: 2577
R-factor without free—refl.: 0.315
Non free-reflections: 127617
<u> (error in coords by Luzzati plot): 0.635
Estimated maximal error: 0.355 4
DPI: 0.433 A
Scaling
Scale: 0.477
Bdiff: -6.65

Anisothermal Scaling (Beta):
9.7786 —2.1368 —0.8960 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.695 250.139

= =
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Structure Factor Check
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1599 Wilson Plot &0 " Optical resoluti
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Local estimation

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . wawwwwwwmww,
Side chain or base 204 L
o =0.1390A 3.0-
[E<o08

ol plnl o b ot o Lo d o sl g o Al .}
"INt ITTY nr "'y

=

H>30 @>15
Backbone

3. Density index

T U HE
Side chain or base 287 u
<Dens> = 0.0580,0 = 0.0087 15-
> 60. 60.
Backbone 30.
4. B-factor
60.
1.00q
5. Connect 0.5&T - L
AATYAQTLQNIPETNVTITLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAF
residue number o S - g s 3 N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1390A
[W<o0.s8 [

Backbone
2. Density correlation

Side chain or base).90

0.80
ool ol mibedt ol ol o Homlll il g

w0 | I | L B R BN i) L

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0580,0 = 0.0087

15
1.0
0.5

AN 4
e ST L T IO R A

Backbone 30. T7
4, B-factor I
60. =
1.00
5. Connect 0.501 i

residue number

chain identifier ~ |A

SFCHECK 7.03.16
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Local estimation (2)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
Backbone 1:

1. Shift
Side chain or base

0 =0.1390A

m<o08 0.80

Side chain or baseQ.90+

0.904

0.80-

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0580,0 = 0.0087

Side chain or base

> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.501 i ( T :
DYLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKE
residue number [ b 2 bl o g o bt
~ - - — - N [aV) N
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1390A
m<os 0.807 r

packbene OB&lﬂﬁmﬂmmmmri
2. Density correlation = == == 0——n = 0T

Sl i on base0.0] W W LWWW D [

0.80- =

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0580,0 = 0.0087

Side chain or base

W > 60.
Backbone
4. B-factor
Side chain or base 30_-
60.
1.00+
5. Connect 0.5(}} -

residue number o < 7o) © ~ fee) =

chain identifier ~ |A

SFCHECK 7.03.16
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Local estimation (3)

V NA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
Side chain or base 51 |
0 =0.1390A
m<08 0.80
Backbone 0.90+
2. Density correlation -
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base -
<Dens> = 0.0580,0 = 0.0087
H> 60. 60.
Backbone 30.
4. B-factor 1
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
HKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPV
residue number 5' : &' S :r' S 5‘ l:'
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
VNA. (GLY) g-g’
- Backbone 1:0: [
1. Shift
Side chain or base 1-07
2.0+
o =0.1390A 3.0-
m<o0s 0.807
Backbone 0.90q

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

1.59
1.0+
0.5+

[ [ U_U
Side chain or base gg:ﬁ m VU_I Lu_u—u UJ U
<Dens> = 0.0580,0 = 0.0087 1.5 -
W > 60. 60.
Backbone 30.
4. B-factor -
Side chaim orbase 30_
60.
1.00
5. Connect 0.50-
CETIGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY | YDKCPALAAVGPIEQLLDYNRIRSGMYWI| [PGAE
residue number 2 b 3 b N = g ]
™ ™ < < < < <

chain identifier
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Local estimation (4)

Backbone
2. Density correlation

”Wﬁpﬂ

s U P WHPT AT Y

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

1. Shift
) . 1_07MMWMWMMMMM*
Side chain or base 204 L
0 =0.1390A 3.0- —
m<08 0.80 r

P | BT S B

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

aiusreianoll AGustllin bl | 80 1 Dl ] Moo B
e L Ik T TR T T T IR

> 60.
Backbone
4. B-factor
Side chain orbase 30-m‘
60.
1.00 L]
5. Connect 0.501 w | =
DLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLS
residue number g g g S; % ,@ %
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1390A
m<os 0.807 r

Backbone
2. Density correlation

Side chain or baseO_Q(%W I I I D p L
0.80- —

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5+

LT LA e AT AN N 11 W
= uuuuﬂ oy © uuﬂﬁuﬁHMQMJUMH%WWHﬁﬂUUUE

Side chain or base gg:
<Dens> = 0.0580,0 = 0.0087 1.5-
= 60.
4. B-factor
60.
1.00 -
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (5)

VNA. (GLY) 2-8: B
- Backbone 104 L
1. Shift

i i 1.0+ -

Side chain or base 204

0 =0.1390A 3.0-
m<o0s8 0.804 r
Backbone 0.90+ |

2. Density correlation -

b I VIT [FIVW TED i
Side chain or base0.90 [D I I I u DJVIVEI:I:- I I I I
0.80- -

H>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

[ T i i i

<Dens> = 0.0580,0 = 0.0087

PRO  OR

155
.0+
L

Side chain or base 30.
60.

B> 60. 60.
e -_r-r"

1.00

ANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQ|
o [o2} [} 2] [} [} 2]

residue number ~ o > o — [ %)
— — b 3 o~ ~ I3

chain identifier B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1390A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation HEREY = =
Side chain or baseo_g(yA\/U—'—r DV: D [ﬂ:ljzlv I I I I D W P \—'_\/*Li
0.80- -

m>30 E>15 1 -
e S T T MM

3. Density index = = O
LT BRI IR G LI R LE [T I 1

Side chain or base

<Dens> = 0.0580,0 = 0.0087

> 60. 60.
Backbone 30.

60.

4. B-factor

1.00 u
5. Connect 0.501 W T =

NGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGLF
() D (2] () (o2} (2] (2] (o2}

residue number < 0 © ~ @ <} o H
3] 3% 13 o~ N 3] ] ™

chain identifier B
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Local estimation (6)

V N.A. (GLY) 2-8: C
- Backbone 104 |
1. Shift

Side chain or base
0 =0.1390A

m<o08 0.807 r
Backbone 0.90+ I
2. Density correlation - =

Side chain orbaseg_z(;ﬁz‘jzﬂ D VED:U l:D:l l:’VVI:ED:I:I D—[I E[I::[ﬁ:l W—D D:W_‘:D —[

W>30 @>15 % g r
ool | | 0 I il st ns i s ssat s}
. Density index & B
e = s e
Side chain or base 8 gimv[’w u Wv Lw I
<Dens> = 0.0580,0 = 0.0087 15
W > 60. B0

Backbone 30.
4. B-factor

60.

1.00 H |
5. Connect 0.50 I W T—

GFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSV
[<2] D o [o2] [o2} o [2]

residue number N ™ < ¥e) © ~ Q
™ 3] (3] ™ 3] ™ 1%}

chain identifier B

PN W
[=X=Ye'

o | m :
Backbone : r
LSt wﬂﬂm D}Eﬂj?ﬂmmw’

Side chain or base

WN =
coo

o =0.1390A

W<08
Backbone -

2. Density correlation

o L i L) el s e

H>30 @>15 157
Side chain or base gg LU = U LU w W LU_I\/U \/I—H_U—UJ LUJ U—u W r
<Dens> = 0.0580,0 = 0.0087 1.5- =

o 0.5
3. Density index
B oo, 60. B vl
4. B-factor Ll
Side chain orbase 30-'_ _M |
60. —

1.00 | o
5. Connect 0.501 Wﬂ =

VAQK IDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL| [MAPNIRKSHPLLKMINNSLIDLPAPSNISA
o [ o o —

residue number | § 3 = I =
™ 53 < <

chain identifier ~ |B C

— —
- N o)

439
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Local estimation (7)

V N.A. (GLY) ] 2-8: i
e Lo T e (T e e e e e o e e e
1. Shift
Side chain or base %87J_U r
0 =0.1390A 3.0 L
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation B e e B n e WW ]
Side chain or base0.90+ L

0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

5]
.0
45

15
.0
L
0.
0.

W > 60. 60. — =
4. B-factor
Side chain or base 30_—MU_M—U_I_M/MM M M J/I_H_L L
60.- - - — = -
1.00
5. Connect 0.50 +
WNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG
residue number ;‘ uHu 8 ;‘ oFo‘ 5‘ §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1390A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation E
Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect

0.501

residue number

chain identifier
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Local estimation (8)

V NA. (GLY) 3.0

S Uiva fal i ansnnnenai B niSunnezd N nNnanunalnnNnAnnsuninaNasnnnninluinnnnuniniis
1. Shift

o =0.1390A

: ; 1.0+ -
Side chain or base 2.07WWMWMW{U—UMM
3.0-

m<o0s8 0.80

Backbone 0.90+

2. Density correlation

——— VT oo Em oo T § oo TQ Epl
Side chain or baseQ.90+ M_H_U

0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

5]
.0
45

[}

5
.0
.5
B> 60. 0.7
Backbone 30.
4. B-factor

Side chain or base 305M—U_LU—U_M—U—U_LU_L M/I_I]_U_LUMM m m
60.- —
1.00
5. Connect 0.50- -
LHFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPEN
residue number 8 5' : E 8 :r' S

— N N N N N N

chain identifier  |C

V N.A. (GLY) 3.0

o e T e e e LT e
1. Shift

Side chain or base 204
0 =0.1390A 3.0

m<o8 0.80

packbene 0991 MHMWM
’_'_’_‘—,_‘—'_‘—v—,_L

2. Density correlation

= H‘U D e e e I S ™ =
Side chain or base).90
H>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.0580,0 = 0.0087

I I T

B> 60. 60.
Backbone 30,—W
4. B-factor M

Side chain or base 30. wa
60.- - -
1.00
5. Connect 0.50 -
FTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVA
residue number S R' 5 5' 5' : H b3

33

N N N N ™ ™ ™

chain identifier C
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Local estimation (9)

VNA. (GLY) 2-8: L
N ealindaln=na=sasunnznaaianlannnnnninninnsinninnnif=znnnnniniinanninninzanss

1. Shift
L e
Side chain or base 204 L
0 = 0.1390A 3.0 =
m<o8 0.80 i
Backbone 0.90+ I
2. Density correlation TRy S o Ve v e
Side chain or base).90 w r

0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45
15
.0
L

<Dens> = 0.0580,0 = 0.0087

W> 60. 60.7 -
eowe 30 TTTTTT] T [
4. B-factor
Side chain or base 30_—% J» -
60.- - - = -
1.00
5. Connect 0.50- -
NLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDH S|
residue number 3 el b 2 - o by
%) ™ ™ ™
chain identifier  |C D

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1390A
m<o08 0.801
Backbone 0.90+
2. Density correlation = e —— =] T
Side chain or base).90 I D I D I I I i

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0580,0 = 0.0087

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 1 -
5. Connect 0.50 -
SVRRGFQVYKQVCSACHSMDYVAFRNL IGVTHTEAEAKALAEEVEVQDGPDENGEL FMRPGK I SDYFPKPY PN P
residue number pad 3 o bl N = by
chain identifier D
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Local estimation (10)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
Backbone 1:

1. Shift
Side chain or base

0 =0.1390A

m<o08 0.80

0.904

Side chain or base0.90+

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.

5. Connect

1.00
0.50+ -

residue number

chain identifier

AARAANNGALPPDLSYIVNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDG
I — - () — — bl —

o — N [32] < [Te} © ~
— — — — — — — —

D

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
o =0.1390A

W<08
Backbone

2. Density correlation

= o = oo = W = ———1 S
Side chain or base0.90+ LHILLF—'** W

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087
W > 60.
Backbone
4. B-factor & =
60.- = [ L
1.00
5. Connect 0.50 -
TPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVT
residue number b by 3 d N b s
— — « N ~ I3\ |
chain identifier D E
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Local estimation (11)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1390A 3.0-
m<o08 0.80

0.904

Side chain or baseQ.90+
0.80-

W>30 @>15 1
Backbone é L
3. Density index = r
<Dens> = 0.0580,0 = 0.0087 1.5 =
H> 60. 60.7
Backbone 30.4 T
4. B-factor =
60.——
1.00 r
5. Connect 0.50 W_H Hi
) VPDFSAYRREDVMDATT SSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI
residue number b b - = o b 2 p=
chain identifier  [E
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1390A
m<o08 0.801

Backbone
2. Density correlation

Side chanr basw.g&m W .:1] TW I I
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

1.59 r

o8 b . [ e o et el I e g et of

0.5+
1.0+ r
1.5- =

B> 60. 60.
Backbone 30.
4. B-factor
60.
1.004 r
scoons ool ok, o s, ol ol

residue number

chain identifier
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Local estimation (12)

V NA. (GLY) 2-8: r
Backbone 1:

1. Shift
Side chain or base 1'0:

0 =0.1390A )

m<o08

Backbone

2. Density correlation
Side chain or base0.9

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0580,0 = 0.0087

W> 60. 60.
Backbone 30.

V
Side chain or base 30.
60.

4. B-factor

1.00q

YCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLY EDDD|
residue number b 2 bl o 2 I Q
— — — -

chain identifier  [E F

o
— N ™ <

V N.A. (GLY) 3.0+
Backbone

: L O I e e e O H T P T T H A D [
1. Shift Mol
Side chain or base %S:W O

0 =0.1390A 3.0

m<o0s8 0.80 r

Beckbore  090) b mll Mee e o Dlem B o s i e o D

2. Density correlation =

Side chain or base).90 I |

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0580,0 = 0.0087

B> 60. 60.47
Backbone 30,—T W
4. B-factor l

i il
I

Side chain or base 30.
60.- —1
1.00
5. Connect 0.50
VKEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK THFGN
residue number 3 3 IS 53 S 8 g w
— —
chain identifier ~ |F G

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (13)

V NA. (GLY) 3.0

L P o T I T e o B O T T e e e oot
1. Shift
oot e L Al R e N o R NN R RN g e e
Side chain or base 20 L
0 =0.1390A 3.0

m<o0s8 0.80q —
Backbone 0.907‘1_l_l—v—¢—v—'_Y_‘—v—l_Y_\ m—.—ﬂ JMM <I:7

2. Density correlation —=

——
Side chain or base0.90+ U U—’—]—LU_‘ D_‘:':TD_W': WW j
0.80- I I:7

H>30 E>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.0580,0 = 0.0087

> 60.

Backbone

4. B-factor

Side chain or base 30.
60.

1 |
| I

1.00 =
5. Connect 0.50 {—

LARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
N N o N (3] [\ N

residue number N ] S P o < N

chain identifier |G

V N.A. (GLY) 3.0
Backbone

; Riea===nnlilsinnn=tulzn=lnlsun=n=snulininisnannsn=nli=annnaninaninsinlnn i
1. Shift - .
- o HJ%WL&DI%J{W@MWM B
Side chain or base 20 L
0 =0.1390A 3.0-

m<os 0.80
Backbone 0.90+1 -

2. Density correlation e

O=l
Side chain or base).90 W I :]T[r: I I I I I i
0.80- -

W>30 @>15 1.59 Di’
T i el R T T

0.5+
1.0+
<Dens> = 0.0580,0 = 0.0087 1.5-

B> 60. 60.
Backbone 30.

1.0+
o Backbone 0.5
3. Density index E
Slde Chain ” base 307 - _I—] |
60.- [

4. B-factor

Side chain or base
1.00 r

5. Connect 0.5&T L

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
[ o) [} )] o)) o2}

residue number <21 1Y ™ < 0 ©

chain identifier H

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (14)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift T
; i 1.0+
Side chain or base 204
0 =0.1390A 3.0-
m<o0s8 0.80

Backbone 0.90+

2. Density correlation 3
Side chain or baseQ.90+

0.80-

W>30 W>15 1-8’
Backbone 1.0+

" 0.5
3. Density index e
Side chain or base

0.5
1.0+
<Dens> = 0.0580,0 = 0.0087 1.5-

Backbone 30.
4. B-factor B
60.-

-

—

1.00

5. Connect 0.50- ﬂ_ﬂﬂ m ﬂ—w

............ RPLLCRESMSGRSARRDLVAGI SLNAPASVR| ALLRQAYSALFRRTSTFALTVVLGAVLFER,|
N [\ N < <

residue number ® S S N N At S
chain identifier |l J
V N.A. (GLY) 3.0 r

: eckbone L0 T I T T e e
1. Shift

Side chain or base 5~ |

%
%

o =0.1390A

m<o0s8 0.80 r

packhone OIQ&WMWWM

2. Density correlation e

- EVEET S
0.80/ L

W>30 @>15
Backbone

3. Density index

1

i,

0. L
Sidechainorbase%gwimm 7% L W UJ - W or = U_M_u 0= U u v =V -

<Dens> = 0.0580,0 = 0.0087 —

B> 60. 60.
Backbone 30.

4. B-factor

60.

1.00

5. Connect 0.501 ﬂ_ﬂ ﬂ T B

FDQGADAI FEHLNEGKLWKHI KHKYEA SEE| TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAG|
< < < ™ [ [ ()

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (15)

V NA. (GLY) 2-8: r
- Backbone 104 |
1. Shift

Side chain or base

o = 0.1390A

m<o0s8 0.804 -
ackhone O'goﬂﬂli Ml %W

2. Density correlation

e iy L el 1 i

-

oot 11 T | SRR (e | 0 1 W0 |

3. Density index

Side chain or base 887 LU:UJ LU/DVD—DJ u
<Dens> = 0.0580,0 = 0.0087 1.5

%

=

Backbone

o
0.
60.

B> 60. 6
3

4. B-factor

1.00 —
5. Connect 0.50 S

SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY IKALSKDMPKVVELLADVVQN
[32] ™ ™ () ™ @ ]

o —
[Te] © N~ [oe] [} =1 h

residue number

chain identifier [N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1390A
m<038 0.807 r
Backbone 0.90q F
2. Density correlation = 5 o [ =
0.80-

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0580,0 = 0.0087

i [ i 100 0 i I fdd 1) il 1
S el L T T T T

B> 0. 60. =
4. B-factor —
60. LLLLS

1.00
5. Connect 0.50 W -
CALEESQI EKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR
residue number Q 8 Q b 3 2 2 B
— — — — — — — —

chain identifier N

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (16)

Backbone
2. Density correlation

0.80 —
N LN T N R

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) 1_07W%M_Mm%ﬂ%ﬁmwww,
Side chain or base 204 L
0 =0.1390A 3.0- —
m<o038

A . \_A_)W —_ — EFVE'VD :Dj:ﬁ -
Side chain or baseo_g&m VW W T =
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

> 60.
Backbone
4. B-factor
Side chain orbase 3om
60.
1.005 L
5. Connect 0.5&T }W } -
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 2 2 Q 2 Q 3 3
N [aV) N N N N N
chain identifier [N
V N.A. (GLY) 3-8* r
Backbone >l L
1. Shift
Side chain or base 1-07
2.0+
o =0.1390A 3.0-
m<os 0.807

Backbone

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

0.901

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

> 60.

Backbone
4. B-factor

Side chain or base 30.
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L72

Local estimation (17)

Backbone
2. Density correlation

0.90+

bl ool el nl. sl
sSSP R I o R I B I 3 e |

VNA. (GLY) 2-8: L
o o e d b s ot e D e e T

1. Shift
, . 1_07WWWWM%MMMM{L
Side chain or base 204 L
0 =0.1390A 3.0- —
m<08 0.80+ r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

I O T
ST TR Y il

1
1
0
0
1
1

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-'_
60.
1.00 L
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY | YDKC
residue number 4 3 Q 3 2 2 9
™ ™ ™ ™ ™ < <
chain identifier [N
V N.A. (GLY) g-g: r
o L T T [
1. Shift = L
B 1_0%]?@@@@ VAPV e e O Ve MV
Side chain or base 204 L
G = 0.1390A 3.0~ =
m<os 0.807 r
packbene 0‘9&:.#::. s B }:l::l :j L MW7
2. Density correlation = B SS8. ==
Side chain or base).90 -

0.80-

m>30 W>15 e
s omayeccere & TN OO ) ooy T O O R T
Sidechainorbaseg'gw I v U—‘ LL” U_H/U_LU D]vl w W U—LU—UJ—I—LWLU LMJ W t
<Dens> = 0.0580,0 = 0.0087 1.5
B> 60. 60. _
oAb AU THIEE ST
4. B-factor T
60.
1.00
5. Connect 0501 i |

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L72

Local estimation (18)

Backbone
2. Density correlation

paad I VY I T Mim :

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . 1_ofwﬂwwmwwﬂ‘mwﬁwf
Side chain or base 204 L
0 =0.1390A 3.0- —
m<os 0.80

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0580,0 = 0.0087
> 60.

Backbone
4. B-factor

Side chain or base 30_“

60.
1.00
5. Connect 0.50-
AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDIVMEYLLNVTTAPEFRPWEVTDL
residue number Q @ Q =}
@ ~ 2 8 S = S g
chain identifier |0

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1390A
m<os 0.807 r

owire 0] B e ol e adlbdl ol ool
2. Density correlation = = o =

Side chain or base).90 -

0.80-

m>30 E>15 e r

Side chain or base ggzu_u - U LUJ—U_I L‘—U U U_UJ U_I_]_I_U_U VI_LJ_LU U—U_u_‘ U U O UJ M:
<Dens> = 0.0580,0 = 0.0087 1.5 L
B> 60. 60. =
4. B-factor =

60.
1.00 7 —

5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16
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- - - - - - N

o




Structure Factor Check
3L72

Local estimation (19)

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

1. Shift
; ; 1.0 o
Side chain or base 204 L
0 =0.1390A 3.0- —
m<o0s8 0.80 r
Backbone 0.904 |

2. Density correlation

= o — =/
o baseo_g(y—[lj :D:IZIT:IZV VD] I W—Wl_rl:l v DV’ O U_HJ TI
0.80-

H>30 W>15 1-8’
Backbone 1.07 B

. . 0'57 |
3. Density index

= H
Side chain or base 88: W u DJJ WWWTWWWW:
1.5- =

<Dens> = 0.0580,0 = 0.0087

Backbone 30.
4. B-factor
60.

1.00 v T u r
5. Connect 0.50 W*

LKSVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
s [eo] [e} [eo) [ee] [+ @© o]

(2] < [Te] © ~ oo}

residue number ~
N ~ ~ 3] 3% ~ ~ N

chain identifier O

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

o =0.1390A

m<o08 0.801 i
Backbone 0.90+q T

2. Density correlation

S EETINT T T B F T W

B>30 @>15 1
Backbone 0.5

3. Density index

O A T v T T
side chain or base -3 == 4 LJJ LU Lu_f_lv D/U—LLUJ UJ el A B LE

<Dens> = 0.0580,0 = 0.0087 1.5-
= 60.
Backbone 30.
4. B-factor
60.

1.00 w

5. Connect 0.50 B ﬂ» -

VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLK
o) e} [ce) o) (e} o) o)

residue number > ) — N %] < 0
I3 15} ™ 3] ™ 3] 3]

chain identifier o

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (20)

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

1. Shift

: ; 1.0

Side chain or base 204 L
0 =0.1390A 3.0- —
m<o0s8 0.80 r
Backbone 0.904 i

e T e I ) Y o s |

2. Density correlation

Side chain or baseQ.90+

TEIFTTHT "0FP AT T

0.80- L
m>30 @>15 I i
- o B;ckbone 0.5 L
. Density index =
] v O Hee B
Side chain or base 887 u D—qj LD \/Lu UJ B
<Dens> = 0.0580,0 = 0.0087 1.54 =
B> 60. 60.
packoone 30_
4. B-factor
Slde Chain * base 30-v-v-v_-vlv-
60.
1.00 -
5. Connect 0.50 B
ATYLMSVETAQGLLNE IGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number % ,°\° % % 8 ﬁ ﬁ %
™ ™ ™ ™ < < < <
chain identifier O
VNA. (GLY) 39 L
: packbone L0 b e e P e e e I
1. Shift 1 r
o 1 o JF P T e S E S PO T O oo
Side chain or base 20 L
0 =0.1390A 3.0- =
m<08 0.801 i

Backbone
2. Density correlation

Side chain or base).90

TN R
T g e =

W>30 @>15
Backbone

1.0+
il

3. Density index

Sidechainorbase?'%f W LU - LLU_U_UJ U U—U U LLU_N Lﬂ
<Dens> = 0.0580,0 = 0.0087 1.5-
W> 60. 60. — — P r
I
4. B-factor n M [TT]
60. == - e L Bl
1.004

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L72

Local estimation (21)

Backbone
2. Density correlation

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

1. Shift
Side chain or base

0 =0.1390A

m<o08 0.807

0.904

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0580,0 = 0.0087

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

5. Connect

1.00
0.50+ r

residue number

chain identifier

GWL I RNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
o N N N N N N

o — N [32] <
® © — — — — —

P

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
o =0.1390A

W<08
Backbone

2. Density correlation

Side chain or base).90
0.80-

H>30 @>15
Backbone
3. Density index i
Side chain or base 28:
<Dens> = 0.0580,0 = 0.0087 1.5-
W > 60.
Backbone
4. B-factor
Side chain or base 305-V-VV[
60.
1.00+
5. Connect o.s&T -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L72

Local estimation (22)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
" ! 1.0+
Side chain or base 20
0 =0.1390A 3.0-
m<o08 0.807
Backbone 0.90+

0.80-
W>30 @>15 %g
o Backbone O:5
3. Density index &
Side chain or base 28:
<Dens> = 0.0580,0 = 0.0087 1.5
H> 60. 60.7
Backbone 30.4
4. B-factor =
Side chain or base 30.
60.-
1.00
5. Connect 0.50- B
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ % g
N N N N N N N
chain identifier [P
VN.A. (GLY) g-g:
- Backbone 10
1. Shift =
. . 1.0+
Side chain or base 204
o =0.1390A 3.0-
m<o08 0.801
Backbone 0.90+
2. Density correlation
Side chain or base).90
0.80-
m>30 W>15 % =
Backbone O. L
3. Density index ' =
' 0P ] PO = = 0= v
Side chain or base 28 Lu_u UJ - UJ u U \/I_U u L
<Dens> = 0.0580,0 = 0.0087 15
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 T
5. Connect 0.50 B
LFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
residue number & 3 Q & g by o N
%) ™ 3] ™ %] 3] ™ ™
P

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (23)

2. Density correlation

Side chain or base0.9

=

VNA (GLY) 3.0 [
Backbone %8: B
1. Shift jEa===
‘ ) 1 ij—‘_u
Side chain or base 2'07
o = 0.1390A 3:07
m<0s8 0.8,
Backbone 0.90+

B

0.8
H>30 @>15 1-8’
- Backbone ési—ﬂ_ﬂ
3. Density index T
Side chain or base 9-27
1.04
<Dens> = 0.0580,0 = 0.0087 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_.
60.
1.00 H H
5. Connect 0.50 ( L L
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1390A
m<o08 0.804 [
Backbone 0.90+ |

2. Density correlation

Side chain or base).9l
0.8

PV V)T I | I T T e I
2 il | s i D e | |

W>30 @>15
Backbone

3. Density index

Side chain or base gg:

<Dens> = 0.0580,0 = 0.0087 1.5-
W > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 i
5. Connect 0.50- [ I }Wi

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

3L72

Local estimation (24)

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

1.0

Side chain or base 204
0 =0.1390A 3.0°
m<o08 0.80+
Backbone 0.90+

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0580,0 = 0.0087

Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.005 L
5. Connect 0.50- H
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
residue number S S ,F\' o‘_o' 5' S :
- - - — - N [aV)
chain identifier Q
VN.A. (GLY) g-g:
- Backbone 10
1. Shift 5
. . 1.0+ NESRRNSNEE D:DEEDEDLUJJUJ—D]JJJU DUL
Side chain or base 204
o =0.1390A 3.0
m<o08 0.801
e O'Q&MW(LH
2. Density correlation & - — =
Side chain or base).90 I I D] W I I I
0.80- =
B>30 @>15 e
- o Bgckbone 0'5
. Density index S
]
S chamor s gw F " U 0AP° & gt u]{ﬂ:
<Dens> = 0.0580,0 = 0.0087 1. 5 -

W > 60. -
Backbone L
4. B-factor L
Swiechamorbase 30.— _‘l I |
60. L
1.00

5. Connect 0.50 = |
YYMKRHKWSVLKSRKMAYRPPK] [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA

residue number | & - g = = 5 o H ~

PN { S — N ™ < 10

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L72

Local estimation (25)

V NA. (GLY) 3.0

i pectbone LO o e H e e e e ne e e e e T T Tee T e,
1. Shift
. 1.0—WMM47
Side chain or base 20 L
0 =0.1390A 3.0

m<o08 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> = 0.0580,0 = 0.0087
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
KNVVTQFISSLSASADVLALSKIEIKLSD I PEGKNVAFKWRGKPLFVRHRTQAETNQEAEVDVSKLRDPQHDLDR
residue number b N = =
© ~ © o S o o
chain identifier R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1390A A
m<os 0.8

Backbone 0.9
2. Density correlation

] TR TP PN I N |
e L 0

m>30 E>15 1 r

3. Density index = =
Side chain or base gg: B0 I U W MRV \_LI_I\/ W oV u—u U VA L
<Dens> = 0.0580, = 0.0087 15

B> 0. 60.
4. B-factor
e T LI I 1 N
60.

scnet ot [IITTIN TR erATTHT T T IO 13

VKKPEWVILVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRL
— — — — — - -

residue number ™ < o © ~ © [}
— - — — - — —

chain identifier R S

SFCHECK 7.03.16




Structure Factor Check
3L72

Local estimation (26)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1390A 3.0-
m<o0s8 0.80+

Backbone 0.90+

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

0.80-
H>30 E>15 1-8’
- Backbone (%5:
3. Density index
Side chain or base 88:
<Dens> = 0.0580,0 = 0.0087 15
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Local estimation (28)
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Local estimation (29)
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