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

Structure Factor Check
3H1J

Date: 12-APR-09
PDB code: 3H1J

Title: STIGMATELLIN-BOUND CYTOCHROME BC1 COMPLEX FROM CHICKEN

Crystal

Cell parameters:

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

a: 17346 A b: 18245A «c: 241.33A

y: 90.00

M odel

Number of chains:

32679 atoms (14 water molecules)

Volume not occupied by model: 63.4 %

51

Structure Factors
I nput
Nominal resolution range: 42.7 - 3.00 A
Reflections in file: 141717
Unique reflections above 0: 141717
above b: 138899
above 3: 81483
SFCHECK
Nominal resolution range: 42.7 - 3.00 A
\O5max. from input data, min. from author\05
Used reflections: 141716
Reflections out of resolution: 1
Completeness: 92.6 %
R_stand(F) = g(F)>/<F>: 0.106

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.5954 0.693

B_overall (by Patterson): 53.A"2
Optical resolution: 2.23A

Expected opt. resol. for complete data set: 2.23
Estimated minimal error: 0.106 A

[$x]

<B> (for atomic model): 77.3 AN2
a(B): 17.81 A2
Matthews coefficient: 4.17
Corresponding solvent % : 70.30
Refinement
Program: CNS 1.1
Nominal resolution range: 42.7 - 3.00 A
Reported R—factor: 0.243
Number of reflections used: 141718
Reported Rfree: 0.28
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.291
Correlation factor: 0.849
R-factor: 0.296
for F>2.00
nom. resolution range: 42.68 — 3.00A
reflections used: 138910
Rfree: 0.321
Nfree: 2736
R-factor without free—refl.: 0.295
Non free-reflections: 136174
<u> (error in coords by Luzzati plot): 0.476
Estimated maximal error: 0.290 4
DPI: 0.409 A
Scaling
Scale: 0.602
Bdiff: -9.31

Anisothermal Scaling (Beta):
7.7360 —2.3366 1.2297 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.642 250.136
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Local estimation

Backbone
2. Density correlation

EI | I I | S Y N SR 11 |

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . 0 Ofwgwwwwﬂ,
Side chain or base 204 L
0 =0.1198A 3.0-
m<08 0.80

H>30 @>15
Backbone

3. Density index

[ v L
Side chain or base ggiiu—r Bogll UJ D_D L
<Dens> = 0.0723,0 = 0.0129 1.5 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-m
60.
1.00+ ] T
5. Connect 0.50- 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 =0.1198A
m<os 0.807 r
pachone OIQ&FMMMMMM_%Wmi
2. Density correlation = T = L
Side chain or base0. 90| I "AVHT EIT W
0.80- -
H>30 @>15 %8 n
o Backbone 05
3. Density index 0
Side chain or base ggj_u W
<Dens> = 0.0723,0 = 0.0129 15 =
B> 60. 60. T
Backbone 30. -
4. B-factor —=
Swie chain orbase 30_- |
60. ——L
1.00 1]
5. Connect 0.50- 3
KEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQNCALEESQI EKERGVILQELKEMDNDMTNVT FD
residue number S S S S & & S
— — — — —
chain identifier ~ |A
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Local estimation (2)

0.80-

V N.A. (GLY) 2-8: i
) Backbone 1:07 B
1. Shift

o MV A P A S PV Ve [ M,
Side chain or base 204 L

0 =0.1198A 3.0°
m<o08 0.80q =
Backbone 0.90+ L
2. Density correlation —_—= = T L
Sid chai or bese0 80 Ik L | T T

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129

5 —
0 I
5 L

1L e R i

B> 60. 60.7 T
Backbone 30. W
4. B-factor 1
Side chain or base 30_—l
60.- il
1.00 H
5. Connect 0.50- i 3
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number % S ﬁ % S S ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
VNA. (GLY) g-g’ r
e o e (T e e e e e O e e T T
1. Shift 1 r
_ _ 1.07WW,
Side chain or base 20 L
o =0.1198A 3.0- =
m<08 0.801 i
Backbone 0.90q

2. Density correlation

Side chain or base).90
0.80-

Mi

oY T T

FTEWW W“W”WI

W>30 @>15
Backbone

3. Density index

.59
.0
.5

Side chain or base g S:HT—D:IJ:DVEI_I:I]J» J WI_U_I_H LU UJ U \W I_u LLLI—L‘_]E
<Dens> = 0.0723,0 = 0.0129 1.5- =
= 60. T
4. B-factor N
60. — pl—
1.00
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (3)

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

1. Shift
; ; 1.0 o
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+4 |

2. Density correlation -

Side chain or base).90 I Lr‘_‘_w—u T_I_U - I i
0.80] =

H>30 @>15
Backbone

3. Density index

< RN o T A TR

Side chain or base 8:
<Dens> = 0.0723,0 = 0.0129 5
H> 60. 0.
Backbone 30.
4. B-factor
Side chain or base 30_1
60.
1.00 L]
5. Connect 0.50- B
KLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGT T PV (]
residue number 8 ﬁ ﬁ % Q S % Q
g] ™ %) ™ ™ ™ ™ ™
chain identifier ~ |A
VNA. (GLY) g-g’ C
Back >
- ackbone 10
1. Shift 1
Side chain or base 1-07
2.0+
o =0.1198A 3.0-
m<o0s 0.807

Backbone 0.904

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

0.80

H>30 W>15 1.57
Backbone 1.09

o 0.5
3. Density index

Side chain or base ggij \m D/UJ U U_Ll_u UJ UJ_U LU W
<Dens> = 0.0723,0 = 0.0129 1.5

B> 0. 60. =
4. B-factor —
60. -

1.00
5. Connect 0.50- 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

0.904

Mo e L o o cn. o
S 1 s

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0
Side chain or base 204 L
0 =0.1198A 3.0- -
m<08 0.80 r

N e e R

.

H>30 W>15 1-8’
o Backbone 35: B
3. Density index = S O = T U L
Side chain or base 88: B
<Dens> = 0.0723,0 = 0.0129 1.5 =
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3om
60.
1.00 1]
5. Connect 0.50 +
) LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number g % g Sg % 2 %
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<os 0.807 r

Backbone
2. Density correlation

M%Mf
e | | I NG b L il

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129

1.5+
1.04
0.5+

e [T AN N 1 N 1 171 |
il R o I LR

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

residue number

chain identifier
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Local estimation (5)

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) l.O*M&WWW*
Side chain or base 204 L
0 =0.1198A 3.0- —
W<o0.8

Y Y [
S T TET T 1

H>30 @>15
Backbone

3. Density index

ST, 0 gy

Side chain or base gg:ﬂ_mzlzmvu_ﬂ:u] b u m_D—D Lﬂj w L7 [D:l B
<Dens> = 0.0723,0 = 0.0129 1.5- =

Backbone 30.
4. B-factor

60.
1.00 | ]
5. Connect 0.501 W { W‘ T -
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number ,‘2 % % 8 2 g %
- - — N N N N
chain identifier B

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1198A
o Oﬁ&w 7

Backbone 0.90+1 r
2. Density correlation & =

Side chain or base()_g(yvmj:p] [I B~ - I:]]—'_'—]_I\/ I I I LU_U_H D r

0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0723,0 = 0.0129

Side chain or base

1.54
1.04
0.5+

Huwumuu RS YR © e MW%

0.5+
1.04
1.5-

B> 60. 60.
4. B-factor = =
60.- L
1.00, w
5. Connect

0.5017] T =

residue number

chain identifier
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Local estimation (6)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o0s8 0.80+
Backbone 0.90+ I

2. Density correlation - L

i NI N IR IR I |

H>30 m>15 i M r
o Backbone o5 ‘H_H r

3. Density index JJLUUVU DLUU: LM/EDEU LUJDUJLDUJDVW W*

Side chain or base

0.5
1.0+
<Dens> = 0.0723,0 = 0.0129 1.5-

Side chain or base 30.

> 60.
Backbone
e m

1. oo
5. Connect 0.50 ‘W W—

FYTI SQAAHAGEVIRAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV

residue number N oo ?r LO co r\ 00
™ ™ %) ™ ™ ™ ™
chain identifier B
VN.A. (GLY) g-g: L
. aS=uSunnsinnni=naNannnnsiiil=nns
1. Shift 5 r
1.0 O SesE D [[D 0 D 0 D:l T
Side chain or base 20 L
0 =0.1198A 3.0- =
m<o038 0.80q r
Backbone 0.90+ [
2. Density correlation e o
Side chain or base).90 I T I D D IUW_T r
0.80-

m>30 E>15 1
o Backbone 0.5 T

3. Density index
Side chain or base gg:ﬁ Lu LU_U W—‘_WU LJ U\/U w H—U_T’UH_H‘U U U_J_U_U m i
15*

<Dens> = 0.0723,0 = 0.0129

W > 60. S
4. B-factor LD
60. L

1.00
5. Connect 0.50 W ( ﬂ -

QKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL MAPNIRKSHPLLKMINNSLIDLPAPSNI SAW!
(2] [« (o2} — — —

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C
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Local estimation (7)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
e O e e H I T e e I FH e

1. Shift
o chai orbase 1012 LU ] P LT LT L T P HH O PO HM
Side chain or base 204 L
0 =0.1198A 3.0 =
m<038 0.80 i
Backbone 0.90 r

TV e e ) §F oEgvme s VT e v vV

0.80- -
W>30 @>15 %g
o Backbone 0:5
3. Density index &
<Dens> = 0.0723,0 = 0.0129 1.5 =
B> 60. O T i
4. B-factor
60.— — - — = —
1.00
5. Connect 0.50 +
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number g a b 2 = by §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<038 0.801
Backbone 0.90q
2. Density correlation e e © e e, e o
Side chain or base).90 D I r

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129

W > 60.
Backbone
4. B-factor & — =
Side chain or base 30. m I M M M,
60.- — - i — -
1.00
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b - 3 o o 2 b=
— — — — — — — —
chain identifier C
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Local estimation (8)

V NA. (GLY) 3.0

e o N e e e e e e A O T
1. Shift
o chamorbase 1 0-L-LL L] [P 0L AP0 MR P PP P O R P
Side chain or base 204
3.0

0 =0.1198A = -
E<0.38 QT [
Backbone 0.90+ |
2. Density correlation e R s Wmﬂi\;ﬂg
Side chain or base).90 Tﬁ?ﬁﬁzﬁﬁwﬁzﬁ |
0.80- -

H>30 H>15

Backbone
3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0723,0 = 0.0129

[}

PO nnatas sy RN IRRMRRTRARMhd
e RN [§IVSRY TALLECARLY CRDRDY REEORDLERY IO

1.00
5. Connect 0.50 S

HFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
P - — — () - —

residue number o o — o ™ < [Te}
b 3 o~ ~ I3 N Y

chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1198A
[W<o0.s8 0.807
Backbone 0.90+
2. Density correlation =
Side chain or base).90

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0723,0 = 0.0129

W > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00
5. Connect 0.50 -

TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
— — — 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

W nnannnnsaninnnnnniadinsinnnannannniiininannlnnin Q= anEunniintalSunnE=Nana}
1. Shift
1 O—MWMMMMMLM VI AV PO
Side chain or base 204 L
0 =0.1198A 3.0

M<0.38 0.801 I
Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

C
E
%
N

W>30 @>15 g
Backbone IS

3. Density index

Slde Chain * base 8]:.—V.]:l:[:11]vl-:.\/
<Dens> = 0.0723,0 = 0.0129 .5

[}

B> 60 0.7

4. B-factor
Side chain or base 30.-| J_U_U_U_M_M/L
60.-

1.00
5. Connect 0.50 S

LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSS
— — — — — -

residue number < 0 © ~ =
(3] ] (3] 2]

chain identifier  |C D

— N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1198A
[W<o0.s8 0.807
Backbone 0.90+
2. Density correlation =
Side chain or base).90

0.80-

B>30 B>15 1
Backbone 0

3. Density index E
Side chain or base gg:

<Dens> = 0.0723,0 = 0.0129 1‘5

= 60.+
Backbone 30.1

4. B-factor

Side chain or base 30.
60.-

1.00 w
5. Connect 0.50 -

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I - — - -

i b b
residue number = oy o o = by >

chain identifier D
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Local estimation (10)

2. Density correlation

Side chain or base0.90+
0.80- m

VNA. (GLY) 2-8: L
N eensuli==nil=ennnaisnNann=idndNEnninlninnnnn=sinn=annnniininninzn=nnunniulng

1. Shift
o 0 PP PP~ B = P [ P
Side chain or base 204 L
0 =0.1198A 3.0° —
m<o038 0.801 i
Backbone 0.90+ r

H>30 E>15
Backbone

3. Density index

L5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0723,0 = 0.0129 1.5-
3 1 1/
Backbone 30.
4. B-factor |
Side chain or base 30_I [i
60.
1.00
5. Connect 0.50 +
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number 5' : ﬁ S :r' S 5‘ l:'
~ - — - - — - -
chain identifier D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<o08 0.801

Backbone
2. Density correlation

‘——l_’—i_,_‘—l_‘—ﬁ——,_‘—v—ﬁ—\_l_’—ﬁ—'_‘_l—l_’—‘—v—'_’_‘—l_v_‘ e
= e — ]
Side chain or base0.90- w —F:D:D:;v::_‘::ﬁ %:=—[[:‘:'=—‘:‘:'=:‘=—D:I—‘:=':I T\:D D:,:.—‘:\:,—i

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129

W > 60.
Backbone

4. B-factor

60.7——

Side chain or base 30.
60.— — —

5. Connect

1.00
0.501 -

residue number

chain identifier
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Local estimation (11)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1198A 3.0-
m<o0s8 0.80+

Backbone 0.9(%

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

0.80-

W>3.0 .>1.sB %g [
3. Density index T [
Side chain or base g_) 8: W—Fi
<Dens> = 0.0723,0 = 0.0129 1.5- =
H> 60. B0 1T
Backbone 30. W W
4. B-factor
Side chain or base 30. M J_L 1

60.

1.00 =
5. Connect 0.50 W—W—

PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
— I I — — - - bl

residue number - b = g o b b b=

chain identifier  [E

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1198A
m<os 0.807 r

Backbone 0.90+1 =
2. Density correlation E

e TP TN TP Trt
0.80- =

H>30 @>15 %8:
3D o Bgckbone 0:57
. Density index
0/ = =R/ ] o= = —_
Side chain or base 28: u u U u—'_‘ =
<Dens> = 0.0723,0 = 0.0129 15

B> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.

60.

sor ooy LI

EGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDRVKKPEWVILVGVCTHLGCVPIANSGDFGGYY
- - — — - -

residue number o o — I ™ < 0
— — - — — -

chain identifier E
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Local estimation (12)

VNA. (GLY) 2-8: L
: packbone 104 b O A H T T T

1. Shift
a Oiwwuww VLU—MMWM*
Side chain or base 204 L
0 =0.1198A 3.0 =
m<038 0.80 i

Backbone 0.90+
2. Density correlation -
Side chain or base).90

0.80-

el ll il ol o

mrnrrmrTre -t

L5
1.0+
0.5

Hl>30 @>15
Backbone

3. Density index
Side chain or base 287
<Dens> = 0.0723,0 = 0.0129 1.5

wmwmﬂﬂﬂww[_

}ijw SE [

HH

> 60. -
4. B-factor T
1.0(}
® Connect WWW [AHITTITHTIIHTT [
CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number =] o o o
g ": ‘°_0| 2 =] N ™ <
chain identifier  [E F
V N.A. (GLY) 2-8* r
- Backbone 1:0: B
1. Shift B
. . 1.0
Side chain or base 204
o =0.1198A 3.0
m<os 0.807

Backbone 0.90+1

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

H>30 E>15 1
Backbone é
3. Density index
Side chain or base 28:
<Dens> = 0.0723,0 = 0.0129 15
B> 60. 60.—
Backbone 30.1
4. B-factor &
Side chain or base 30.
60.-
1.00
5. Connect 0.50

residue number

chain identifier

SFCHECK 7.03.16

KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRCE>RLEREAWNKK
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Structure Factor Check

3H1J

Local estimation (13)

Backbone
2. Density correlation

Side chain or baseQ.90+

0.904

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

1. Shift
Side chain or base

0 =0.1198A

m<o08 0.80

0.80-

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0723,0 = 0.0129

Side chain or base

> 60.
Backbone
4. B-factor
Side chain orbase %. m
60.
1.00
5. Connect 0.50-

LARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
residue number hat b = = o b 2 p=
chain identifier |G

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift B
. . 1.0
Side chain or base 204
o =0.1198A 3.0-
m<os 0.807

Backbone
2. Density correlation

Side chain or base).90

0.90+

0.80-

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0723,0 = 0.0129

Side chain or base

1.59
1.0+
0.5+

0.5+
1.0
1.5-

W > 60. 60.
4. B-factor e
Side chain or base 30.- L
60.- L
1.00+ =
5. Connect o.s&w L

chain identifier H

SFCHECK 7.03.16

N ™ <

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHC
residue number @ =3 <] (o)} o
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[Te)

VAHKLFNKLK
o2}
©




Structure Factor Check
3H1J

Local estimation (14)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift =
o chain o base 1.0- OO [ e S S SO
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o0s8 0.80
Backbone 0.904

4. B-factor

0.80-

H>30 @> 1.sB %:g:

ackbone 054

3. Density index e

Side chain or base 88:

<Dens> = 0.0723,0 = 0.0129 5=
> 60. 60.

Backbone 30.

Side chain or base 30.
60.-

1.00q
somes = Jilulll r |

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

residue number ® S S N N At S
chain identifier |l J
V N.A. (GLY) g-g: r
- eckbone L0 e el e e e e e A e
1. Shift e
N 1o OV P VA O B
Side chain or base 204 L
0 =0.1198A 3.0~ =
m<os 0.807 r
Backbone 0.9+ -
2. Densit i e = L
y correlation =T =) SERSTIes N
Side chain or base).90 -
0.80 -

W>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0.
1.
1.

<Dens> = 0.0723,0 = 0.0129

oo

i 1 1 I el | oo o s il
TIF O PR E T R e e

B> 0. 60.
Backoone 30-:-- _
4. B-factor - =

Side chain or base 30.
60.

UL LR TERRRRRREALE CERFEEEEEERRRRRCARL: CUFEEEEEEREEEL

1.00

5. Connect 0.50 —Hﬂ ] i :

residue number

chain identifier

SFCHECK 7.03.16

FDQGADAI FEHLNEGKLWKHI KHKYEA SEE| TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAG|
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Structure Factor Check
3H1J

Local estimation (15)

2. Density correlation
Side chain or base0.9

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

1. Shift

: ; 1.0

Side chain or base 204 L
0 =0.1198A 3.0- -
m<08 0.80 r
e oy Bl 5 [

o el obn o I Mo ln Lol o
< il R s L L i

0.8 L
H>30 m>15 I r
2D o B;ckbone 0.5 L
. Density index 3 L
u =)
Side chain or base 18:H:l—u = L‘ it D—H_u::
<Dens> = 0.0723,0 = 0.0129 15] L
m> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3om_
60.
17.00 T | ]
5. Connect 0.50- W W — -
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY IKALSKDMPKVVELLADVVQN
residue number R 3 Q 2 2 By 29
- —
chain identifier [N
V N.A. (GLY) g-g: r
; eckbone L0 e e e e e e el e e P A
1. Shift & L
) . 1_0,WWW,
Side chain or base 204 L
0 =0.1198A 3.0- —~
m<os 0.807 r
pachone O'g&mfwﬂwmf
2. Density correlation = = = m =
Side chaln or base0.90] W I I I :1] I:7
0.80- -
H>30 @>15 157 r
Backbone 1.04 B

3. Density index

0.5+

Sidechainorbaseg'g:f Lu—u u U O LLLU U u_u_l_u w u—u_l\/l—u - LU LU—U - W L:
<Dens> = 0.0723,0 = 0.0129 1.5- L
> 60. 60.

4. B-factor
60.
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16

CALEESQIEKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR,
(8] (82 o™ o [32) o™ (32 [a2)
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Structure Factor Check
3H1J

Local estimation (16)

Backbone
2. Density correlation

0.80
OIQG—PW H‘mﬁﬂﬁﬁh j 7
[} O ==/ Vv T
Side chain or baseo_g(ym vvl:I:I:l:I I v I I B VAL b D_D :D F H
0.80- -

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0
Side chain or base 204 L
0 =0.1198A 3.0 —
m<o0s8 =

H>30 W>15 %g
o Backbone O:5
3. Density index = i
TN TP Ty
<Dens> = 0.0723,0 = 0.0129 1.5
H> 60. 60. N
BaCkbone 30_ -
4. B-factor =
Slde Chain x base 30'-- ‘_
60.
1.00 T
5. Connect 0.50- W 5
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g g 8
N [aV) N N N N N
chain identifier [N
VNA. (GLY) g 8 L
- Backbone 10 L
1. Shift 5 r
Side chain or base 20 L
0 =0.1198A 3.0- -
m<o0s 0.807 i
pacione  099] o T )
2. Density correlation =
side chaiin or base0, 98]7 W‘—‘—u D D]—[I F‘ = \Vand [

W>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0.
1.
1.

<Dens> = 0.0723,0 = 0.0129

s JUI IR OO B O T et

Backbone 30.
4. B-factor =
60.
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16

LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR]
o (82 [se] [ [32] [} (82 (8]
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Structure Factor Check
3H1J

Local estimation (17)

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

1. Shift
; ; 1.0 -
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o0s8 0.80 r
Backbone 0.90+ |

2. Density correlation

Side chain or base).9l L
0.8

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45
<Dens> =0.0723,0 = 0.0129 % I L D D D D I D I

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY |YDKC|
™ [42] ™ [} [+2] [se} ™

residue number ] © N @ <)} o H
(] ™ ™ (2] 9] < <

chain identifier [N

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift 7
) . 1.0
Side chain or base 204
0 =0.1198A 3.0-
m<o08 0.801

Backbone 0.904

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

0.80

W>30 @>15
Backbone

3. Density index

stecnaree g B P PEFP P O [P F° R DO |
<Dens> = 0.0723,0 = 0.0129 15

15
1.0
0.5

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

1.00 o
5. Connect 0.501

PALAAVGPIEQLLDYNRIRSGMYWI
(8] (82 (]

residue number ~ ™ <
< < <

PGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
[ee) o © o)
N ™ < [Te)

O 180
T

chain identifier N

SFCHECK 7.03.16




Structure Factor Check
3H1J

Local estimation (18)

V NA. (GLY) 2-8: L
- Backbone 1:07 -
1. Shift
- 1 o PR A M SRV R S e e A PR O
Side chain or base 20 L
0 =0.1198A 3.0-
E<o0.8 0.807 [
Backbone —0.90 1 W emm e (L]
2. Dmsty Corl‘elation 74c—‘—‘—1—‘—._ﬁ B = B = i I
Side chain or base).90
0.80-
H>30 W>15 1
Backbone é
3. Density index e
Side chain or base 28:
<Dens> = 0.0723,0 = 0.0129 15-
> 60. 60.
Backbone BO.I
4. B-factor
Side chain or base SO_I
60.
1.00
5. Connect 0.50- -
) AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTY CVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
residue number 3 2 8 3 =] b S a
chain identifier |0
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<o038 0.801 I
packbone Olg&ﬂwﬂmmmi
2. Density correlation = B = — ]
Side chain or base0.90 I I D W U\/I—M—'_ujf

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129

Backbone b
4. B-factor ==
Side chain or base 30_]:']:
60.
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16

QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSD|
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Structure Factor Check
3H1J

Local estimation (19)

Backbone
2. Density correlation

ool gl 1 oo 0 o o =m0 f
e N N e e T i i

VNA. (GLY) 2-8: B
- Backbone 1:07 L
1. Shift
; ; 1.0 r
Side chain or base 204
0 =0.1198A 3.0-
m<os8 =

m‘mfﬂ,hﬂ‘ﬂﬁﬂﬁirlfmf

m>30 W>15 kb i B
Sidechainorbase(i'g: T U u \/\/LD U U/D:’—[I_U \—U\/ u Vu_u U LD_Dj W UVLP:
<Dens> = 0.0723,0 = 0.0129 1.5- =
Backbone 30.
4. B-factor
60.
1.00 -, r
5. Connect 0.50 B Wﬁ
) LKQVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVYTEGAAVGSAEANAFSVLQHYLGAGPLIKRESS
residue number < ~ 1] < re] © ~ @
N N ~N N N N N N
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<038 0.801 r
Backbone 0.90q u

2. Density correlation

Side chain or base).9l
0.8

1 I

W>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.

0.5+

I"1m T TIRIT'NR

i ([l Nl | Minich

5—
0
5

1.0
<Dens> = 0.0723,0 = 0.0129 1.5-
> 60. 60.
Backbone 30.
4. B-factor
60.
1.00+ L] H [
5. Connect 0.5&W f -

"

residue number

chain identifier

SFCHECK 7.03.16

VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLK
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Structure Factor Check
3H1J

Local estimation (20)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) l.O*MWWﬂWW&*
Side chain or base 204 L
0 =0.1198A 3.0-
m<08 0.80 r

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+

ﬂwmmmm
T TTTT /AT rr v v

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129

sl il
MR

> 60. b
Backbone L
4. B-factor
Side chain orbase Som
60.
1.00 L -
5. Connect 0.50 +
ATYLMSVETAQGLLNE IGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFV SGKKSMAASGDLGSTPFLDEL
residue number 8 ,03 % % 8 8 ﬁ %
™ ™ ™ ™ < < < <
chain identifier O
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift & =
N 1,07W{UMWW]W7
Side chain or base 204 L
0 =0.1198A 3.0~ =
m<os 0.807 r
pachone OIQ&MMMJ il Fﬁ
2. Density correlation = T I o [ =S
y . .
Side chain or base).90 D -
0.80 -
m>30 E>15 1
- o Bgckbone 0.5
. Density index
B LR R R LR T THINT R I L
<Dens> = 0.0723,0 = 0.0129 15

Backbone 30. WW W_-:Ili
4. B-factor 1]
Side chain or base 30. ]:I: m ]:I:.:I:-:i
60. — — -
1.004 Il
5. Connect 0.50 I

residue number

chain identifier

SFCHECK 7.03.16

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
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Structure Factor Check
3H1J

Local estimation (21)

2. Density correlation

Side chain or base0.90+ D DV D I U I U u [
0.80- L

V N.A. (GLY) 2.8: :
o O b aee e e e e O D e e e e T
1. Shift

Side chain or base 1-07 LT
2.0+ L
o =0.1198A 3.0- B
m<os8 0.804 =

Backbone 0.904

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0723,0 = 0.0129
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S S S Q & S
— - — - -
chain identifier [P
V N.A. (GLY) 2'8: r
- Backbone 1:07
1. Shift e
. . 1.0+
Side chain or base 204
o =0.1198A 3.0-
[W<o0.s8 0.801
Backbone 0.90+
2. Density correlation e
Side chain or base).90
0.80-
H>30 W>15 %-8:
o Backbone 0:57
3. Density index -
Side chain or base 28:
<Dens> = 0.0723,0 = 0.0129 1:57
B> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 ||
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1J

Local estimation (22)

Backbone
2. Density correlation

O'QGMMmmimmlmﬁmlm Y |

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
‘ . 1.0—MMMWW—L’
Side chain or base 204 L
0 =0.1198A 3.0-
m<os 0.80 r

0

[TTFPF "INTET U]

0.80-
m>30 @>15 ]
- o B;ckbone 0.5
. Density index B r
Side chain or base 28:]:1]] LDJ U—ﬁ:u LU—U \/Lu mzl UJ H_UJ LD_D - LD DID‘U H:
<Dens> =0.0723,0 = 0.0129 157 =
B> 60. 60.
BaCkbone 30_
4. B-factor
Slde Chain * base Som
60.
1.00
5. Connect 0.50- i
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ % g
N N N N N N N
chain identifier P
VN.A. (GLY) g-g: L
- Backbone 10
1. Shift r
) . 1_0AM DD:UU FDE:J:D:[D:!:[D—H—HLD]D UIL‘ D—ULD:[D[D D[*
Side chain or base 20 L
0 =0.1198A 3.0- -
m<o0s 0.807 i
I O RS || P OO IS B 0 08 0 | O N
2. Density correlation E
Side chain or base0.90+ [I I I F D W U I [l I [
0.80-

W>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.

0
1

<Dens> = 0.0723,0 = 0.0129

E"_IJ 0 = UJJLLFLPIJ T[0T FHFOE oo

60.

> 60.
Backbone 30.
4. B-factor
Swde chanorbase 30_-.
60.
1.00
5. Connect 0.50- N i
LFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
residue number & S N o g by S N
%) ™ ™ ™ %) ™ ™ ™
chain identifier P

SFCHECK 7.03.16




Structure Factor Check
3H1J

Local estimation (23)

VNA. (GLY) 3.0 L
Backbone %8: B
1. Shift '
) , 1,000 VOO PV VA VP OO
Side chain or base 2'07 L
0 =0.1198A 3.0~
m<o0s8 0.807 — r
Backbone 0.901 | -

=

2. Density correlation
Side chain or base0.9

-

mmﬂmm
mrrrrTrteret T trTr n

0.8
H>30 @>15 %-g:** [ B
- o B;ckbone 0.5 —h -
. Density index E — L
[

Side chain or base 88: U \/u U—u J B
<Dens> = 0.0723,0 = 0.0129 1.5- — -
> 60. 60.

Backbone 30.

4. B-factor
60.
1.00 L LI
5. Connect 0.50 F W |
) 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 =0.1198A
[W<o0.s8 0.807 [

Backbone

L

2. Density correlation

[} =/ T
Side chain or baseO_Q(%W I I I D VI:I:’
0.80- —

W>30 @>15
Backbone

1.54
1.04
0.5+

3. Density index

o2 010 oo D g A0 faned astatsned Ml
L L T e R L

Side chain or base gg
<Dens> = 0.0723,0 = 0.0129 1.5- L
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 L]
5. Connect 0.50- m 3

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1J

Local estimation (24)

ackhone OIQGM I O S ) o, m«—u_l‘uﬂm—ﬂ—ﬂ—wi

2. Density correlation

0.80- L

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

1. Shift
‘ . LmMﬂWMMMMUMMM—UWMM*
Side chain or base 204 L
0 =0.1198A 3.0- —
m<08 0.80+ r

Backbone 0.90+
2. Density correlation

[T+ = = —
Side chain or base).90+ L
0.80-

m>30 @>15 I
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.0723,0 = 0.0129 1.5
B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00+
5. Connect 0.50- 5
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
residue number S S ,F\' o‘_o' 5' S :
- - - — - N [aV)
chain identifier  |Q
VNA. (GLY) g-g’ C
S aanenedl=nap=nuantasuii ] a=e R RnE AR nnn A RINAE S S EaRRA RAne = A Aenn N ] nanuR ]
1. Shift r
. Lo PO P PO 0F ] [ DR L [ L O WIWEE[
Side chain or base 204 B
0 =0.1198A 3.0- -
m<o08 0.801 i

pe ool e Blom. T

W>30 @>15

Backbone

3. Density index

O O
T T el TR L Tl T

Side chain or base 28
<Dens> = 0.0723,0 = 0.0129 1.5
B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0501 |

SFCHECK 7.03.16

residue number

chain identifier

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
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Structure Factor Check

3H1J

Local estimation (25)

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

Side chain or base
0 =0.1198A

—MMLUMMM:

=P 0.80-
Backbone O'QQMLGM

2. Density correlation -

o Mol | alnaomill 1 0. nal
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Local estimation (26)
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Local estimation (27)
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Local estimation (28)
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Local estimation (29)
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