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

Structure Factor Check
3H1l

Title: STIGMATELLIN AND ANTIMYCIN BOUND CYTOCHROME BC1 COMPLEX FROM
Date: 12-APR-09
PDB code: 3H1lI
Crystal Structure Factors
Cell parameters: Input
af Sioke b selole _C: 2 h T Nominal resolution range: 49.5 - 3.53 A
a: 90.00 B: 90.00 ¥ 90.00 Reflections in file: 85472
Space group: P 2121 21 Unique reflections above 0: 85472
above b: 82734
above &: 38800
SFCHECK
Nominal resolution range: 495 - 3.53A
\O5max. from input data, min. from author\05
Used reflections: 85472
Completeness: 90.5 %
el R_stand(F) = g(F)>/<F>: 0.149
32701 atoms Anisotropic distribution of Structure Factors
Number of chains: 51 ratio of eigen values: 1.0000 0.5035 0.5470
Volume not occupied by model: 62.7 % B_overall (by Patterson): 60.A"2
<B> (for atomic model): 78.7 A2 Optical resolution: 250 A
a(B): 21.96 A2 Expected opt. resol. for complete data set: 2.50|A
Matthews coefficient: 4.17 Estimated minimal error: 0.224 A
Corresponding solvent % : 70.29
Model vs. Structure Factors
R—factor for all reflections: 0.321
Correlation factor: 0.777
R-factor: 0.319
for F>2.00
nom. resolution range: 19.99 — 3.53A
- reflections used: 82388
Refinement Rfree: 0.351
Program: CNS 1.1 Nfree: . 2477
Nominal resolution range: 20.0 - 3.53 4| R-factor without free—refi.. 0.318
Reported R—factor: 0.263 Non free-reflections: 79911
Number of reflections used: 85111 <u> (error in coords by Luzzati plot): 0.715 A
Reported Riree: 031 Estimated maximal error: 0.470 A
Sigma cut—off: N.A. DPI: 0.691 A
Scaling
Scale: 0.883
Bdiff: -7.32

Anisothermal Scaling (Beta):
13.0670 0.6489 2.3767 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.655 250.453
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Local estimation

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1857A 3.0-
m<o0s8 0.80

Side chain or baseQ.90+

0.904

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.1005,0c = 0.0280

Side chain or base 72}

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-m
60.
1.00
5. Connect 0.50 L W +
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
residue number N N m % g uN7 % Q
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<os 0.807 r

Backbone
2. Density correlation

Mﬂmﬁ%mﬁ
penl IS [ s I el o B

W>30 @>15
Backbone

3. Density index

<Dens> = 0.1005,0 = 0.0280

Side chain or base %gzﬁ LU_MJ—H—MJ U—LU_UJJ M U U H UJ RSN i UJ_U—LU LU»E

1.54
1.04
0.5+

B 60, 60.
4. B-factor B
60.
1.00 | w
5. Connect 0.501 "

residue number

chain identifier ~ |A
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Local estimation (2)

Backbone
2. Density correlation

0.904

VNA. (GLY) 2-8: L
L P Lo e e e R e e S S P e

1. Shift
1. O—WMMM—MMMMMMMLF{
Side chain or base 20 L
0 =0.1857A 3.0- —
m<08 0.80q r
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e VS =
Side chain or base0.90+ I D D I l:I l:\:1:I=‘:l D VVI:\:-ZI H]TVHTD:D:[
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1005,0 = 0.0280

5]
.0
45
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AN BT I p o te e

W> 60. g

Backbone 30. W
4. B-factor

Side chain orbase 30.7L _-

60.- ——
1.00 ||
5. Connect 0.50- 1_( -
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number [ 3 Q S S q o N
~ - - — - N [aV) N
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1857A
m<os 0.807 r

packbene 0‘9&1_,—0_\_:—1_11— Mmmi
2. Density correlation & == =— = = D O

Side chain or base).90 -

0.80- -

W>30 @>15

Backbone

3. Density index
Side chain or base
<Dens> = 0.1005,0 = 0.0280

ATy AN UMM A T D) Ay
g PR oy "Wl g

W>60. T ]
Backbone W
4. B-factor B
Side chain or base 30. M
60. - e H
1.00 1
5. Connect 0.50- -

residue number
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SFCHECK 7.03.16

AVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVVLHVANAI IGRYDRTFGGGKHLSSRLAALAVEH
N N [3\) N N o N

™ < e} © ~ o] [}
N N N N N N N

A




Structure Factor Check
3H1I

Local estimation (3)

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

1. Shift
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2. Density correlation -

scechamorbasoool ¢ o of O :VD::[ITFII] m r TVHEL

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

5 r
.0 r
.5 r

FRO ORR

<Dens> = 0.1005,0c = 0.0280

[}

> 60.

i WG e
-
[T QR

Backbone 3

4. B-factor %

Side chain or base 30.

60.
1.00
5. Connect 0.501 } =
KLCHSFQTFNTSYSDTGLFGFHFVADPLS IDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
: 3] o~ N\ N N N N o~
residue number |5 - N 0 < ) o ~
) ™ ™ ™ %] 3] ™ ™
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VNA. (GLY) 3.0
Backbone

1:°’WWWWWWWWWWWWH
1. Shift

|

o 1o VIOV - e O RS L P Ve P P
Side chain or base 20 L
0 =0.1857A 3.0~ =
m<o08 0.801 i
Backbone 0.901 N

2. Density correlation E

e e [ [ L
Side chain or basm_g&W o W [4 D WM_T/LI—F [
0.80-

&

H>30 @>15 1.57
Backbone 1.0

o 0.5
3. Density index

d=

ol WL W TPUY PP
<Dens> = 0.1005,0 = 0.0280 1.5- -

W > 60. 60. [T
60. = —

4. B-factor

1.00 L
5. Connect 0.50- F 3
ETIGSHLLNYGRRISLEEWDSR| SAVDARMVRDVCSKY IYDKCPALAAVGPIEQLLDYNRIRSGMYW I PGAED
residue number S S S g N & g 2]
™ 13} < < < < <
chain identifier ~ |A B
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Local estimation (4)

Backbone
2. Density correlation

ST ] I T T
oo T IIPIFT T 1P TT T O

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0
Side chain or base 204 L
0 =0.1857A 3.0- -
m<o038

H>30 m>15 3 r
. Density index E =
BN % Y H VECw ]
Side chain or base 88: D—HJ LIJJ U V\/U L
<Dens> = 0.1005,0 = 0.0280 1.5 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3om
60.
1.00 L]
5. Connect 0.50 ‘W—W [l +
) LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number g % g Sg % 2 %
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1005,0 = 0.0280

1.54
1.04
0.5+

W W) T a0 Ut m
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=R 60.
4. B-factor

60.

1.00
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residue number

chain identifier
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Local estimation (5)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1857A 3.0-
m<o0s8 0.80

Side chain or baseQ.90+

0.904
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Backbone 30.
4. B-factor
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- - — N N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = 0o =
Side chain or base).90 P I I m I I I I W -
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.1005,0 = 0.0280

Side chain or base

1.54
1.0+
0.5+

i ™ Wil uuegrese 5 muEe et

0.5+
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4. B-factor = =
60.- L

1.00,
5. Connect 0.501 ‘W ﬂ -

residue number

chain identifier
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Local estimation (6)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0
Side chain or base 204
0 =0.1857A 3.0-
m<o0s8 0.80+

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
H>30 .>1.SB %g
3. Density index e
Side chain or base 8 87
<Dens> = 0.1005,0 = 0.0280 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.

60.

.00 — -
5. Connect 0.50 w B W—

FYTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV
[<2] [} o [o2] [} o (2]

residue number N ™ < Te) © ~ o
™ 3] ™ ™ 3] ™ 1%}

chain identifier B

VN.A. (GLY) g-g: L
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1. Shift 5 r
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H>30 @>15 15
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> 60.
4. B-factor
60. L

1.00
5. Connect 0.501 W -
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A
residue number S} 3 = I = o N ™
)
B
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Local estimation (7)

VNA. (GLY) 2-8: L
W nntnnnnl=nnaniindualnin=nnaniaiinanini il nnaluanznanaind uninntuninznnnalnnt

1. Shift
o e o PR P PO PO A A P e e TP A= e
Side chain or base 204 L
0 =0.1857A 3.0- —
m<038 0.80 i

Backbone

0.904

2. Density correlation

= D:-—D::D:.—VDID [ ==/ TT—DI@_V:V%DV[,
Side chain or base0.90 u—]_IJ W‘—I_'—IWH@ [

0.80-

H>30 @>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.1005,0 = 0.0280 5
H> 60. 60.7 = i
4. B-factor
60.- - — - L L
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number g a b 2 b2 - 3
-
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1857A
m<o08 0.801
Backbone 0.90+
2. Density correlation
Side chain or base).90

H>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.1005,0 = 0.0280
W > 60.

Backbone
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 (8)

V N.A. (GLY) 2-8: i
a e o I e O e T T O b e T T

1. Shift
: ; 1.0+ -
Side chain or base 2_07WMMM/UM—MMM7
0 =0.1857A 3.0- —
m<o038 0.80 r
Backbone 0.90+ L
Side chain or base0.90+ U\W W,

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1005,0 = 0.0280

> 60.
Backbone

4. B-factor

Side chain or base 30_—J—UJ—U—U—M—LU—LU—LL1

60.-

5. Connect

1.00
0.50+ -

residue number

chain identifier

HFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
P - — — () - —

[« o — N ™ < [Te}
— N N N N N N

c

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
o =0.1857A

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 -
<Dens> = 0.1005,0 = 0.0280
B> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
H — — — i — - - —
residue number © ~ © o o — o ™
13 o~ N 3] ] ™ 3] 3]
chain identifier C
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Local estimation (9)

V NA. (GLY) 3.0

S sunana N snnnfidex N nuninnian N nnnanintaiNannnnaii¥usn annnninnninlzinnnsnss
1. Shift

g =0.1857A

o o FUTFIH SO P A P O e e e e e
Side chain or base 204 L
3.0-

m<o08 0.80
Backbone 0.90+

2. Density correlation

Side chain orbaseo,gcfw = TI‘T%WH“IE vEI B T:E’WD'I - I I
0.80- L

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1005,0c = 0.0280

5]
.0
45

0

C

[}

85
.0
5
B> 60. 0.
0.

Backbone 3

o il

i

Side chain or base 30.—M JM_LH—MU/M
60.- il

1

1.00

5. Connect 0.50

residue number

chain identifier  |C

LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSS
— — — — — -

—

< rs) © ™~

™ ™ ™ ™ - N
D

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

o =0.1857A

m<038 0.807 r
Backbone 0.90q F

2. Density correlation

= T = 0 D D
Side chain or base).9l

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1005,0 = 0.0280

[T}
[T il L

swamrsoso ! [T TTTTTTTEITITCTTCL N T T

T

B> 60. 60.
Backbone 30.

4. B-factor =
60.-

1.00

5. Connect 0.50

residue number

chain identifier D

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - — - - bl I

™ < Yo} © ~ © o
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Local estimation (10)

2. Density correlation

e T = VY LA Jﬂw E u{uﬂ_l*W
Side chain or base).90 L
0.80-

VNA. (GLY) 2-8: L
S eaananNsAanNRnnAnaanAnan=nAAud ) Aannun=nnnnnnnndnnnnnniunundnannnndunnesns;

1. Shift
! ! 1.0+ r
e i L [N L e 1 e [ i |
0 =0.1857A 3.0 =
m<038 0.80 i
Backbone 0.90+ I

I R S o S I

4. B-factor

H>30 E>15 %g

o Backbone O:5
3. Density index T B
<Dens> = 0.1005,0 = 0.0280 1.5 —
Il > 60. 60. (1]

Side chain or base 30.

1|1 R | | 1 ] |

i
1 1]

60.
1.00
5. Connect 0.50-
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
; = — R - — — — —
residue number |5 s ~ P & 0 © ~
=1 — — — - = — —
chain identifier D

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1857A
[W<o0.s8 0.801
Backbone 0.90+
2. Density correlation E
Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1005,0 = 0.0280

4. B-factor

B> 60. 60.— —
Backbone 30.1

Side chain or base 30.
60.-

1.00
5. Connect 0.50 H

residue number

chain identifier
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Local estimation (11)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: B

- Backbone 10
1. Shift

i i 1.0+
Side chain or base 204
0 =0.1857A 3.0-
m<o0s8 0.804
Backbone 0.90+

0.80-
W>30 @>15 %g N
o Backbone O:5 L
3. Density index &
Side chain or base 28:
<Dens> = 0.1005,0 = 0.0280 1.5
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =2
chain identifier ~ |E
VNA. (GLY) g-g’ C
] packbone 1:0:%WWWW%WWWW:
1. Shift
o o N e e e R NN A e N e e R R N A N ek we WUSEE PR R
Side chain or base 20 L
0 =0.1857A 3.0~ =
m<o08 0.801

Backbone
2. Density correlation

0.90+

ol ill o Bl el (B e Bl L. I
s [T " FTTETH'ITTEITR

m>30 E>15 3 r
3 Dmgtyi:g‘:;c’ne 057 H_H_m H_m H_W_\_I_m_ff
Sidechainorbaseg'gfJv e H H Lu_u - = UJ U u/ U \_D—U M—UJ VU W r

<Dens> = 0.1005,0 = 0.0280 1.5- L
B> 60. 60.
4. B-factor

60.

1.00+ r
scanee T T T TR I

ailinhs

residue number

chain identifier
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Local estimation (12)

V NA. (GLY) 3.0 r
2.0 F
: packbone 1.04 e P T Pt T H T

1. Shift

i i 1.0
Side chain or base 204
0 =0.1857A 3.0

VA I P e

m<o0s8 0.804 r
ackhone O'QGMM%HWIEZIT‘% mﬂ |
P N o I e S

2. Density correlation -

~\:1_—[_.VI:I:. F:D:"]—ﬁ = ==
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4. B-factor
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Local estimation (13)

Backbone 0.90+

VNA. (GLY) 2-8: L
o O N e T e e U o O T e e

1. Shift
B 1-0*WWMW7
Side chain or base 204 L
0 =0.1857A 3.0- —
m<08 0.80 r
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Side chain or baseo_gcf] H—U—'_‘_H_‘ o= I r_m W Wf H—U_U»7
0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.1005,0c = 0.0280

FRO ORR
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5
.0
£
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Backbone 30.
4. B-factor
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0 A
s T e

Side chain or base 28:
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L
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residue number @

chain identifier H

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
[ o) o2}

[} )] o))
™ < Te)

©

SFCHECK 7.03.16




Structure Factor Check

3H1lI

Local estimation (14)

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

V NA. (GLY) 2-8:

- Backbone 104

1. Shift T
i e o bace 101 T D A O

Side chain or base 204

0 =0.1857A 3.0-

m<o0s8 0.80
oy e I:IJ I N L i M

W>30 W>15 1-8’
Backbone 1.0+

" 0.5
3. Density index
Side chain or base

0.5
1.0+
<Dens> = 0.1005,0 = 0.0280 1.5-

Side chain or base 30.
60.-
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4. B-factor E
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5. Connect 0.50

residue number
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1. Shift B
o 1o AL PO Ve PO S T

Side chain or base 204

o =0.1857A 3.0-
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2. Density correlation E
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W>30 @>15
Backbone

3. Density index
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4, B-factor
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Local estimation (15)

Backbone 0.9

2. Density correlation
Side chain or base0.9

VNA. (GLY) 2-8: B
- Backbone 1.0+ L
1. Shift
i i 1.0+ r
Side chain or base 204
0 =0.1857A 3.0-
m<o0s8 0.8

FTHIHTYIT™ A7 I

0.8
H>30 @>15 15 H L
ebsee | [ TR i i T i
. Density index [
g Side chain or base ggw LD_D \/U qj U—W U\/D:H—H_U—U U L[U u—‘ LU D}:
<Dens> = 0.1005,0 = 0.0280 15 —

Backbone 30.

4. B-factor
60.
1.0

5. Connect 0.5
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residue number
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[32] ™ ™ () ™ @ ]

o —
[Te] © N~ [oe] [} =1 3

N

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

V N.A. (GLY)
Backbone

1. Shift
Side chain or base 5 |

0 =0.1857A

m<038 0.807 r
Backbone 0.90q -

| Mcelins e e n L BLALE faim o
TP TP "™ 1T "THI1F

Backbone
3. Density index

Side chain or base
<Dens> = 0.1005,0 = 0.0280
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i | T H L
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1.0
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Local estimation (16)

2. Density correlation

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

1. Shift

: ; 1.0

Side chain or base 204 L
0 =0.1857A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+ i

Side chain o,basegzzgi W:E-Z [Frjvmiﬂﬁ [FTDID:VT [-oEpeEr™a ED“
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Backbone 1.04
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. Density index
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residue number 8 2 m g g g 8
N [aV) N N N N N
chain identifier [N
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Backbone
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Local estimation (17)
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- Backbone 1:07 L

1. Shift
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Side chain or base 204 L
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FRO ORR
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5. Connect 0.50 S
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Backbone 0.90+
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<Dens> = 0.1005,0 = 0.0280 1.5
B> 60. 60.
Backbone 30. TT
4. B-factor
Side chain or base 30,]]: J_[
60.
1.00 1 1 T
5. Connect 0.50 ] =
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Local estimation (18)
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[ T T
4. B-factor
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Local estimation (19)

2. Density correlation -

VNA. (GLY) 2-8: B
- Backbone 104 L
1. Shift
i i 1.0+ H
Side chain or base 204
0 =0.1857A 3.0~
m<o0s8 0.804

peckdone O'Q(LEIMMM ﬁrﬂﬂfﬁ—h‘lﬂ;m Lﬁ%ﬂﬂm _ﬂ_ﬂ—»—wi
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Local estimation (20)
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Local estimation (21)
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1. Shift
' . 1.0 -
Side chain or base 20
0 =0.1857A 3.0-
m<o0s8 0.80 r
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mmm

2. Density correlation

Side chain or baseQ.90+
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3. Density index
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<Dens> = 0.1005,0c = 0.0280
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W> 60. 60.7
Backbone 30.1
4. B-factor
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60.-
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Backbone 0.90+1 -
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Backbone

3. Density index
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AL 1 D
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4. B-factor
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Local estimation (22)
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- Backbone 1:07 L
1. Shift
o 1.0 TP O e e e = e = PR PP Ve,
Side chain or base 20 L
0 =0.1857A 3.0-
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4. B-factor
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5. Connect 0.50-
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Backbone 0.90+
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Local estimation (23)
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Local estimation (24)
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4. B-factor |
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- - - — - N [aV)
chain identifier  |Q
VNA. (GLY) g-g’ C
- Backbone 1:0: [
1. Shift = r
) _ 1_0,mw W,
Side chain or base 20 L
0 =0.1857A 3.0 =
m<o08 0.801 i

15
ooy 3¢ NN 0TI (17T D
3. Density index =
Sidechainorbaseggw IJLU—IU_U UU LLU F u Lu LU_H—U_MUVIL Um
<Dens> = 0.1005,0 = 0.0280 1.5
> 60. 60: T ]
e iy~ § 00
4. B-factor MTTT]
60. ———
1.00
5. Connect 0.50- -

SFCHECK 7.03.16

residue number

chain identifier

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
bl bl — — ~ — !

N ™ “‘
~ ~

Q R
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Structure Factor Check
3H1I

Local estimation (25)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0+
Side chain or base 20 L
0 =0.1857A 3.0- —
m<08 0.80
oo o] o il laed sl L

T"TH PIIHT P T I 1T IT'm

0.80-
H>30 H>15 %g
Dy 68 1 HTHH
. Density index = =
Side chain or base ggim LH—U U oo LD U_N D VI U [D M D q H E
<Dens> = 0.1005,0 = 0.0280 1.5
m> 60. 60.7
BaCkbone 307_
4. B-factor E
60.-
1.00 | L] -
5. Connect 0.50- W T W -
) KNVVTQF I SSLSASADVLALSKIETKLSD I PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDR
residue number 5‘ ,:‘ 0‘—0' 5‘ (‘3 = 8
chain identifier R
V N.A. (GLY) g-g:
- eckbone L0 e e P H T e I e e e e e e
1. Shift
’ ) 1.0
Side chain or base 204
o =0.1857A 3.0
m<os 0.807
Backbone 0.90+1

2. Density correlation

Side chain or base).9l

residue number

chain identifier

SFCHECK 7.03.16

0.8
B>30 B>15 1.5
Backbone ég j
3. Density index '
= = = VI
Sidechainorbaseg'gj LH—U \u U \/I U u U\/U—W\/LU Ll\/ U_w/ U\/U I_U U LU o U\/ t
<Dens> = 0.1005,0 = 0.0280 15
B> 60. 60. u
~ AUTLITATECTIEEITARL )
4. B-factor
o [ L O O
60. =
1.00 —
5. Connect 0.50- W ﬂ
GRL

VKKPEWVILVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG
— — — — — - -

[32] < Yo} © ~ [ee} [
— - - — - - —

R

n




Structure Factor Check
3H1I

Local estimation (26)

Backbone

2. Density correlation
Side chain or base0.9

0.9

N NN T T T T————
JT'IFT BT T THT ITIIFITA ™

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0+
Side chain or base 204 L
0 =0.1857A 3.0- —
m<08 0.8 . r

0.8 =
m>30 @>15 T B
- o B;ckbone O:5 L L
. Density index r
Side chain or base 28 D D D D u LLU D_D—EU D:LUJ wi
<Dens> = 0.1005,0 = 0.0280 15 =
H> 60. 60.
4. B-factor
60.
1.005 L
5. Connect 0.50- 5
) MDRI RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDK
residue number g 9 =4 3 3 IS 8
chain identifier S
VN.A. (GLY) g-g: L
- Backbone 1:07 L
1. Shift e r
’ ) 1.0+ r
Side chain or base 20 L
0 =0.1857A 3.0- -
m<o0s 0.807 M H H I I I i
packbone Olg&ﬁﬂ—mm—v—ﬂ":[b MWW‘JH—L—FW |
2. Density correlation = — =L
Side chain or base).90+ I I D [l] I I [I I I I I I [I I I r
0.80- — =
B>30 @>15 157
Backbone 1.04

o 0.5
3. Density index

I il il |
JJLULUU—UJ—U_U”U

Sidechainorbaseg'g: U—Nu UJ U M I_u . U—‘ LU—UJ U—‘ ) u—u LU M
<Dens> = 0.1005,0 = 0.0280 1.5-
> 60. 60.
4. B-factor
60.
1.00+ ! I
5. Connect 0.50- —r i

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1I

Local estimation (27)

V NA. (GLY) 3.0 [

2.0 r

- Backbone 104 |
el O A PR P P A PR

Side chain or base

o =0.1857A

m<o0s8 0.80q
ackhone OIQGMWMW—J}H_L M

2. Density correlation

S T T Y T I TR

S | (10 LTI

3. Density ind o DID
e yInSid?z(:hainorbaseo'sf u LDJ - D]_D—D . w LLU = U_D—D_D U—D - LUJ U Lu L

1.04
5=

<Dens> = 0.1005,0c = 0.0280

M > 60. 60.

BaCkbone 30_ _
4. B-factor

Slde Chaln x base 30 ]v-v_ —

1. OG

PFLGAYLLYSWGTQEFERLKRKNPADYEN [ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCT
residue number I_T" 8 ,‘:‘ N ﬁ g (<\r| uNj
chain identifier [T U
V N.A. (GLY) 3-8* r
Backbone 1'0: [
1. Shift 7 1
1071@@@3@ [D]:[DFDVD:‘—UJ—DW—D] |
Side chain or base
! : 2.0 -
0 =0.1857A 3.0~ =

m<o0s8 0.807

2. Density correlation =

et | ITLE E1 YTIT A

m>30 E>15 1

3. Density index ,JJHWLLUUJWU === mw OV =0 o = [

Side chain or base

<Dens> = 0.1005,0 = 0.0280

B> 0. 60.
BaCkbone _ _ .
4. B-factor
Swie chain orbase % _ "- .

1.00
5. Connect 0.501 =

EELFDFLHARDHCVAHKLFNKLKl [.. ... . ... . ... RPLLCRESMSGRSARRDLVAGISLNAPASVR| [ALLR
residue number N I\ ©

< < <
© N~ ™ [Te) © N~

chain identifier U w

SFCHECK 7.03.16




Structure Factor Check

3H1lI

Local estimation (28)

VNA. (GLY) 3.07 B
Backbone %8: L

1. Shift ' E0E_0@t
- 1 o T e P e B i

Side chain or base 204 L

0=0.1857A 3.0~ =
m<os 0.80, r
ousae 00illy o od] il %ﬂ_lwmlﬁjlzml.; I

- = = = p— = = L

2. Density correlation

Side chain or baseQ.90+

L | Ll i

0.80-

m Ik

W>30 W>15 1-8
Backbone 1

. . 0‘5
3. Density index

JLIJJ wuwwﬂﬂwmujmﬂ]%

Side chain or base gg:j_[[:lm
<Dens> = 0.1005,0 = 0.0280 15]
W > 60. 60. r
Backbone 30. D D D D D L
4. B-factor L
Sie chain orbase 30-'- |
60. L
1.00+ - — =
5. Connect 0.50} L
QAYSALFRRTSTFALTVVLGAVLFERAFDQGADAIFEHLNEGKLWKHIKHKYEA S|
residue number j‘. ﬁ g g g g g g g g g
n m n m n m
chain identifier E E E E
¥ N.A. (GLY) 3.0 r
Backbone 2.0 I
1.0+ L
1. Shift s I B s [ s B = I I O o O O O Y O O O s s O O = I
’ ) 1.0 L
Side chain or base 204 B
0 =0.1857A 3.0~ =
W<08 0.80q =
Backbone 0.90+ D L
2. Density correlation =2 - - =8 = 0@ = = o D m 00 _ 0= L
Side chain or base).90 L
0.80- L
H>30 W>15 1.59
Backbone 1.0+
i 05 I _elel I
3. Density index — — = = - - - = L
Side chain or base gg L
<Dens> = 0.1005,0 = 0.0280 1.5- -
Alas TITTTT .1 1T L
Backbone 30. |
4. B-factor il D O B = D D B
Side chain or base 30% L
60. L
1.0 =
5. Connect 0.5 I
4 W [ o Y K 4 L [
residue number % = % E g g g = § E g 5 g é g g §
~ ~ ~ X X Q Q
chain identifier ! E 5 C C E E E H E E H E
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Structure Factor Check

3H1lI

Local estimation (29)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: r
- Backbone 1044

1. Shift IE
: i 1.09 -

Side chain or base 204 L

0 =0.1857A 3.0- =
m<08 0.807 -
Backbone 0.90+ -

0.80- -

W>3.0 .>1.5B %8
ackbone O:5i
3. Density index =
Side chain or base 88: B
<Dens> = 0.1005,0 = 0.0280 5= &
> 60. STy
Backbone 30.4
4. B-factor T
Side chain or base 30.- |-
60.- -
1.004 -
5. Connect 0504 +

residue number

chain identifier

SFCHECK 7.03.16
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