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

Structure Factor Check
3H1K

Title: CHICKEN CYTOCHROME BC1 COMPLEX WITH ZN++ AND AN IODINATED DE
OF KRESOXIM-METHYL BOUND
Date: 12-APR-09
PDB code: 3H1K
Crystal Structure Factors
Cell parameters: Input
af 1921022 4 b 91083630 4 _C:ggd")lo'zg 4 Nominal resolution range: 42.6 - 3.48 A
o ' B: : v: : Reflections in file: 86926
Space group: P 2121 21 Unique reflections above 0: 86926
above b: 84850
above &: 43497
SFCHECK
Nominal resolution range: 42.6 - 3.48 A

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

Used reflections: 86926
Completeness: 89.6 %
R_stand(F) = g(F)>/<F>: 0.099

Anisotropic distribution of Structure Factors

ratio of eigen values: 1.0000 0.5227 0.6748

M odel
32673 atoms (17 water molecules)
Number of chains: 51
Volume not occupied by model: 62.0 %
<B> (for atomic model): 89.7 A2
o(B): 14.10 AN2
Matthews coefficient: 4.11
Corresponding solvent % : 69.80
Refinement
Program: CNS 1.1
Nominal resolution range: 18.0 - 3.48 A
Reported R—factor: 0.239
Number of reflections used: 86369
Reported Rfree: 0.28
Sigma cut-off: N.A.

B_overall (by Patterson): 63.A"2
Optical resolution: 251 A
Expected opt. resol. for complete data set: 2.51|A
Estimated minimal error: 0.205 A
Model vs. Structure Factors
R-factor for all reflections: 0.315
Correlation factor: 0.799
R-factor: 0.313
for F>2.00
nom. resolution range: 18.00 — 3.48A
reflections used: 84309
Rfree: 0.340
Nfree: 2500
R-factor without free—refl.: 0.312
Non free-reflections: 81809
<u> (error in coords by Luzzati plot): 0.684 A
Estimated maximal error: 0.539 A
DPI: 0.628 A
Scaling
Scale: 0.655
Bdiff: -8.11

Anisothermal Scaling (Beta):
16.0876 —1.3143 4.7515 0.0000 0.0000 O.

Solvent correction — Ks,Bs: 0.576 250.570

D00
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Local estimation

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
. . 1-0*MWMMMW*
Side chain or base 20 L
0 =0.1348A 3.0-
m<o038 0.807 i

MMW,
T TIIMPTEY ™ ™oy [

H>30 @>15
Backbone

3. Density index

= = =
Side chain or base 28::]] u FDJ LHJ U D—’EU_U D_m U_LD:D:M_W LU D b H:l:—[:
<Dens> = 0.0594,0 = 0.0136 1.5 =
W > 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30-m
60.
1.00 L
5. Connect 0.50- B | -
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
residue number N N q S 9 S 3 N
chain identifier ~ |A
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift e
) . 1.0+
Side chain or base 20 L
0 =0.1348A 3.0- -
m<08 0.80 i

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

WMJHLMMMM
< | N I | L e o) R

0.8 L
E>30 H>15 L
owewne 33 T | O (AL AN MM TRRVMRRMONY N MU [
3. Density index 0
Sidechainorbaseg'gj U LU_I\/ U_U\/u M UJ M U LU U I_LM U—u LU Llj LU %
<Dens> = 0.0594,0 = 0.0136 15
> 60. 60.
4. B-factor
60.
1.00 L
5. Connect 0.50 m r

residue number

chain identifier
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Local estimation (2)

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
‘ . l_ofwwwww%wwm,
Side chain or base 204 L
0 =0.1348A 3.0- .
m<038 0.80
Backbone 0.90+
Side chain or base).90
0.80-

Hl>30 @>15
Backbone

3. Density index

]
T —— WDWW T UT SRS R
<Dens> = 0.0594, = 0.0136

Backbone 30.
4. B-factor
<o e (LT CEEOVTY AUTRCUTRCCTECAEOATIEUTEREE AUFCRECCTLD e
60.

1.00
5. Connect 0.50- ( -
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
: ] o ~ N N} N N IN]
residue number |3 o ~ ) o o - N
=1 - - — - « N ~
chain identifier ~ |A

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
) . 1.0
Side chain or base 204
0 =0.1348A 3.0- L
m<o08 0.801 r
Backbone 0.90+ -

2. Density correlation e

Side chain or base).90 W T D:: 0 U—vuvu TI_H—U D TWW I U_Li
0.80- =

H>30 E>15 %-5’
Backbone 07

o 0.5
3. Density index

A e T N
st Y TP DT U WIS I

H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 -
AVPILPRCRFTGSE I RARDDALPVAHVALAVEGPGWADPDNVVLHVANAI IGRYDRTFGGGKHLSSRLAALAVEH
residue number > g S ] N & &S
« N ~ Y o~ N «

chain identifier ~ |A
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Local estimation (3)

Backbone 0.90+

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.1348A 3.0-
m<o0s8 0.804

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

W>30 W>15 1-3’
Backbone 1.0

. . 0‘57
3. Density index
Side chain or base

0.5
1.0+
<Dens> = 0.0594,0 = 0.0136 1.5-

Side chain or base 30.

B> 60. 60.
e -r-_.
0.

6
1.00 L[
5. Connect 0.50- | -
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: 3] o~ N\ N N N N o~
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) ™ ™ ™ %] 3] ™ ™
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Backbone 0.90q

VNA. (GLY) 39 B
- Backbone 104
1. Shift 7
) . 1.0
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0 =0.1348A 3.0-
m<o0s8 0.807

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

H>30 @>15 1.59
Backbone

3. Density index

Side chain or base

<Dens> = 0.0594,0 = 0.0136 %gj VUJ ) W LLLU—U [ o U : LU LU ” P/U LU_U W

60
Backbone 30

4. B-factor
60.
1.00 L]
5. Connect 0.50-
ETIGSHLLNYGRRISLEEWDSR| SAVDARMVRDVCSKY IYDKCPALAAVGPIEQLLDYNRIRSGMYW I RVKLC
residue number S S g N N S g =
™ 13} < < < < <
chain identifier ~ |A B
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Local estimation (4)

2. Density correlation

S | 11 i N

V N.A. (GLY) 2-8: r
Lo e L THI T AT e e e e e e T e e e e o e

1. Shift
Side chain or base %S:JV L
0 =0.1348A 307 L
m<08 0.80+ r
Backbone 0.904 i

H>30 @>15
Backbone

3. Density index

El o o
Side chain or base g_)gijv[lj_u U—‘ I mﬂm 0 I:D] i m_D LD—U T L
<Dens> = 0.0594,0 = 0.0136 1.5 =

B> 60. 60.

Backbone 30
4. B-factor =
60 -

1.005 L]
5. Connect O'SGT B
PGAEDLEITKLPNGL| IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVG
residue number N 3 3 3 b NS 3
chain identifier B
VNA. (GLY) 39 C
- Backbone 10

1. Shift B
’ ) 1.04 =
Side chain or base 20 L
0 =0.1348A 3.0° L
m<038 0.807 r
Backbone 0.90q r

2. Density correlation

= [7
Side chain or base0.90+ I I I WW I I I I I I D I

0.80-

W>30 @>15
Backbone

3. Density index

T T
Sidechainorbaseg'g U u Lu Lu 1 - r u L LU_]_H U—U UJ LU_‘ u UJ LLU LLU U L:
<Dens> = 0.0594,0 = 0.0136 1.5- L
H> 60. 60.
Backbone 30.
4. B-factor
60.-
1.00 ||
5. Connect 0.50- 3

residue number

chain identifier
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Local estimation (5)

Backbone
2. Density correlation

0.90+

Side chain or base0.9
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VNA. (GLY) 2-8: L
- Backbone 1:07 L

1. Shift
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3. Density index
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W> 60. 60.

Backbone 30.
4. B-factor

Side chain orbase 3om

60.
1.00— | -
5. Connect 0.50 +
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residue number NS p S S 3 S &
- - — N N N N
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V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1348A
m<os 0.80 r

Backbone 0.9+ -
2. Density correlation E = =

y o 0
Side chain or base).90+ -
0.80- -

1

W>30 @>15 1

Backbone

3. Density index
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4. B-factor
60.
1.00
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residue number
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Local estimation (6)

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

— 1 o VPV e e A A OV S AT [ Ve P e v
Side chain or base 204 L
3.0

o =0.1348A

m<o0s8 0.804
ackhone OIQGWMMmei

2. Density correlation -

o] Y1 ~WTF I WAT T |

W>30 @>15 15
Backbone (l)g
3. Density index ' :
Sidechainorbaseg_)-gij\/ \/D § LU m U LD_D—D U\N U_H] U Lu m Lu DVD_DJ \/|_D_‘ U\/II:
<Dens> = 0.0594,0 = 0.0136 15
W > 60. 60
Backbone 30

Side chain or base 30.
60.

1.00 x
5. Connect 0.50 # S

SGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHT
< < < <~ < < <~

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

chain identifier B

VN.A. (GLY) g-g: L
- Backbone 10 L

1. Shift r
) . 1_07u—l mwm D:H:D VRV D:lﬁpmpjmmmf

Side chain or base 20 L

0 =0.1348A 3.0- -
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation E = L
et ITF WIFH U "1 (TOWNT

0.80-

W>30 @>15
Backbone

N W MWFH
e e | IT TFF [F7F ™ TIf

15
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B> 0. 60.
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60.

1.00
5. Connect 0.501 F W 0 -
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A
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Local estimation (7)

VNA. (GLY) 2-8: L
P e nearann i sannlncalnninainnnalanninanananiannununalinsnAnuaennnal I neuunnat
1. Shift
! ! 1.0+
Side chain or base 204 L
0 =0.1348A 3.0- -
m<o0s8 0.80+ r
packbone 099 WMW |
2. Density correlation e col
. = = —= i | WM YA r:' VY
Side chain or baseo_g(r]j u LU_LW_I r
0.80- =
m>30 @>15 T
o Backbone O:5
3. Density index
Slde Chain * base glgi]mmw
<Dens> = 0.0594,0 = 0.0136 1.5
B> 60. B0 T u N
4. B-factor
Slde Chain * base 30- m l
60. — —
1.00
5. Connect 0.50- 5
| SAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRG
residue number - b b b 2 =2 by §
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VN.A. (GLY) g-g: L
S iusesaliAnnnannan] ] ann=annn=niNaunnalinRRni) nudlun=en=n)=eaennnnincunniiin;
1. Shift 5 r
o snanorase 1011 UL L P H [ JEH O P P O WP L O T L
Side chain or base 20 L
0 =0.1348A 3.0- -
m<o0s 0.807 i
Backbone 0.90+ [
2. Density correlation
Side chain or base).90
0.80-
W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0594,0 = 0.0136
W > 60. C
Backbone b
4. B-factor =
Side chain or base 30,—1“
60.-
1.00 H T
5. Connect 0.50- -
LYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATV I TNLFSAIPYIGHTLVEWAWGGFSVDNPTLT
residue number b N » g o bl =
- — — - — — -
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Local estimation (8)

2. Density correlation

VNA. (GLY) 2-8: B

- Backbone 10
1. Shift

; ; 1.0+
Side chain or base 204
0 =0.1348A 3.0~
m<o08 0.807
Backbone 0.90+

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0594,0 = 0.0136

> 60.
Backbone
4. B-factor
Side chain or base SO'M
60.
1.00
5. Connect 0.50- -
RFFALHFLLPFAIAGITIIHLTFLHESGSNNPLG| SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLG
residue number b= o g o b ped :,.' a
- — N N N N N N
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation S e = O —
Side chain or base).90 -
0.80- -

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0594,0 = 0.0136

< LA AT e
il | B

0
1
1
6

W > 60.

0.
Backbone 30,-
4. B-factor —
Side chain or base 30_._ I
60. L

1 T

1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (9)

V NA. (GLY) 3.0
P SaliEaalinnalanneaannannninaBiiinnnaiiinannnrena=nainniie Anne ANnlnnnTann=sin}
1. Shift
o chaim o base 01 LU L] | FEH [P FLPECFCOPR AL O[T PR PVEORHD SO PO
Side chain or base 204
0 =0.1348A 3.0

m<o0s8 0.80

ackhone OIQGM W—u—l_l—l_h—\ .:j L.:J L:I:I:I:‘ i [ P |

2. Density correlation

o — = p
O e o] W &l WWW TUH W [
0.80- L

H>30 E>15
Backbone

3. Density index

Side chain or base

10 AL 100 DOLRRRONY 1 RRRTNLR DTSRRI 10 NSO
JH P "I s g

<Dens> = 0.0594,06 = 0.0136

m> 60. 60. »
Backbone 30.
4. B-factor
Side chain orbase 30m M-m- m
60. =
1.00 L
5. Connect 0.50- -
LLVANLLILTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSA
residue number b= g o b 2 - p
™ ™ ™ ™ ™
chain identifier  |C D
V N.A. (GLY) 3.0+ r

Back
i oo O e L T A T T e e B e D e H LT e
1. Shift = L
Side chain or base 1:07 3 LI [ A S S e - BV,
o =0.1348A

m<o0s8 0.80 r

pachone O'ggﬂrﬂmﬂ—l‘ﬂ—mﬁﬂm Mxlwmm‘\m%mf

2. Density correlation

0.80- -

m>30 @>15 e
3. Density index o n W v

Side chain or base 1: W m Lu LUJ Lr I:I:IJ_H t
<Dens> = 0.0594,0 = 0.0136 1.

H>60. o0 [
4, B-factor I
60.

1.00
5. Connect 0.50 H

DHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGK I SDYFPKPY
I — — - - bl I

L
i =

residue number &4 ® P I} © ~ © o

D

chain identifier
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Local estimation (10)

VNA. (GLY) 2-8: L
e O e aainsaniliailasnnsnsinalnallnsnainasiasan=iuinyaiannaeosliinannans

1. Shift
e chat Lo PP M A A e e e Ve S R
Side chain or base 204 L
0 =0.1348A 3.0- .
m<038 0.80 i

Backb 0.904 -
e Mﬁﬁ S ) ,—l_\J_l__ Jﬂ_h—fﬂ}m — A_H_\_r—li

2. Density correlation -

v EI = =W I VE = V
Side chain or baseo,g&m D VD—I_F/W u—‘—u—w*
0.80- —

Hl>30 @>15
Backbone
3. Density index
Side chain or base

<Dens> = 0.0594,06 = 0.0136

FRrO oRk
o

5]
.0
45

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50 S

residue number

chain identifier

PNPEAARAANNGALPPDLSYIVNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILE|
- - I I - — —

o - N (321 < n o
— — — — — — —

D

V N.A. (GLY) r
Backbone L

1. Shift =
Side chain or base L

0 =0.1348A L

m<o038 0.80 r
Backbone 0.90+ L

2. Density correlation = m=l
Side chain or baseo_g;)] WM W LU U D:

0.8

ST

m>30 M>15 T
Backbone O.
3. Density index
Side chain or base g
<Dens> = 0.0594,0 = 0.0136 1
> 60. 60.
Backbone 30.

4. B-factor

Swie chain orbase 30““
60.

=| . .

1.00
5. Connect 0.50
YDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK [VH
H i — i - - i — -
residue number [ © o o — N ] <
= b= =1 « N 3% « N
chain identifier D E
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Local estimation (11)

2. Density correlation

E = == = L
Side chain or base).90- D D l:1:I_[I:EI - uﬂw —I —[I [I:D:E[7
0.80-

0.80q
Backbone OIQGW‘—‘—t—Fﬂ«—v—HWM |
7 T P v Iy A

VNA. (GLY) 2-8: L
o W e e e O A T O e CH T o e e

1. Shift
a O—MWWf
Side chain or base 204 L
0 =0.1348A 3.0- .
l<08 =

W>30 @>15

<Dens> = 0.0594,0

3. Density index

Backbone

Side chain or base
= 0.0136

2. Density correlation

7 ;I:
Side chain or base).90+ L
0.80- L

> 60.
Backbone
4. B-factor
Side chain orbase 30_
60.
1.00 r
5. Connect 0.50- -
NDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIK
residue number h a 8 ;‘ I_T" 5‘ ,‘:‘
chain identifier  [E
V N.A. (GLY) 2-8*
Back >l [
) ackbone 104 L
1. Shift B
Side chain or base 1-0 B
2.0+ =
0 =0.1348A 3.0 L
m<os 0.807 r
Backbone 0.90+1 -

H>30 E>15

3. Density index

Backbone

S M nllosl Bl ol ol ol o o]

Side chain orbaseggi U L T - LU d Lu—u W = L
<Dens> = 0.0594,0 = 0.0136 1.5-
B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 r
womme oo Lok, il ikl IO o o
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Local estimation (12)

2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0
Side chain or base 20
0 =0.1348A 3.0-
m<o08 0.80
Backbone 0.90+

Side chain or base0.90+
0.80-

H>30 W>15 1
Backbone é
3. Density index
Side chain or base

0.
1.
<Dens> = 0.0594,0 = 0.0136 1.

5o
0,
5+

5-
0
5

Backbone

4. B-factor

Il > 60. 60.
30._ _
60.

1

somes s 1 il L D |

residue number

chain identifier

FGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLY
~ — — = o o o

© N~ [ce) [«
— — — — = N ™

E F

3. Density index

1.
1.
0.
Side chain or base g
1.

<Dens> = 0.0594,0 = 0.0136

V N.A. (GLY) r
Backbone [:

1. Shift L
Side chain or base [:

0 =0.1348A L
m<os 0.807 r
Backbone 0.90+ L

2. Density correlation LL
Side chain or base).90 L

0.80- L

H>30 @>15 r
Backbone I

T T T

LITTREELERTTTTETLD M Ty EEEEEy T
ITT N TTF T Ay Ty e

B> 0. 60.
4. B-factor
60. —

1.00
5. Connect 0.50
EDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK
residue number | Q 2 2 IS = = § g
chain identifier F

SFCHECK 7.03.16
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Structure Factor Check
3H1K

Local estimation (13)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
" ! 1.0+
Side chain or base 20
0 =0.1348A 3.0-
m<o08 0.807

0.80-
m>30 W>1s5 I
ackbone 0.5
3. Density index e
Side chain or base 28:
<Dens> =0.0594,0 = 0.0136 1.5
Backbone 30.
4. B-factor
aasies | I11 AL T
60.
1.004
5. Connect 0.5&W i
HFGNLARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADY
residue number N N S g S 8 N
chain identifier |G
VNA. (GLY) 39 L
Backbone 1:07W -
1. Shift 10 I
Side chain or base %8: MWWWMWWW:
0 =0.1348A 3.0- —~
m<o038 0.801 [
SN I | wmﬂm I
2. Density correlation E =
Side chain or baseo_g(r:I:]] D [I I I I I] I I I I D I
0.80- —

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0594,0 = 0.0136

1.
1.
0.

20 (/AR 1 T OO
il s s '] LN

B> 0. 60.
4. B-factor

60.

1.00;
5. Connect o.s&W H

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

3H1K

Local estimation (14)

VNA. (GLY) 2-8: L
1. Shift =

o 10l W -

Side chain or base 204 L

o =0.1348A 3.0 —

m<08 0.80 r

Backbone 0.90+

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

‘A1 F I "FhN

I =

0.80

H>30 @>15 %g:
e Tl gt N
. Density index - ,
Side chain or base g_) 87 LDVD:[I—M U UJ ED 0= u D U U F U [:
<Dens> = 0.0594,0 = 0.0136 15 L

B> 60. 60.
e "- _[

Side chain or base 30.
60.-

1.00-
5. Connect 0.50

il

T

............... RPLLCRESMSGRSARRDLVAGISLNAPASVR] [ALLRQAYSALFRRTSTFALTVVLGAVL

residue number 3 S ) N < oA P

chain identifier |l J

V N.A. (GLY) 3-8* r
Back >l [
i esoone San=ilsin=unsnilinlicclsi=n=sianniisilulsccsinsnslisnnsinsnna=ann=llsi=an=sun)
1. Shift = L
Side chain or base 1-07 D Dj D D] D D u—u D Lu u D B
2.0+ r
0 =0.1348A 3.0 L
m<os 0.807 r

Backbone 0.90+1

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

s Wi e llon e Ml ol ol Diman 1
YT YT OIMAT

W>30 @>15
Backbone

3. Density index

15
1.0
0.5

Side chain or base
<Dens> = 0.0594,0 = 0.0136

I NN (11 Wy AT O
ool T B Wl PR e

B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.501 ﬂ“ -

I

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1K

Local estimation (15)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
; i 1.0+
Side chain or base 204
0 =0.1348A 3.0
m<o08 0.807

Backbone
2. Density correlation
Side chain or baseQ.90+
0.80-

0.904

L5
1.0
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base 28:
<Dens> = 0.0594,0 = 0.0136 1.5
Il > 60. 60.
Backbone 30.
4. B-factor e
Side chain or base 30.
60.-
1.00 il H I
5. Connect 0.50 | Il 3
GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADV
residue number | & ¥ 3 R 8 3 § g
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
[W<o0.s8 0.801 [
Backbone 0.90+ |
2. Density correlation :F D = N
Side chain or base).90
0.80-

W>30 W>15 1

owsene 32 L THNNRT | AR T DO 0 OO T N 1
3. Density index

Side chain or base ggw UJJ U_u UJ W u U I W LLN—]_I_U U U_LU U u M
<Dens> = 0.0594,0 = 0.0136 15
W > 60. 60.

Backbone 30.
4. B-factor

60.
1.00 H

5. Connect 0.50- i

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1K

Local estimation (16)

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

1o = O TV S e R A e AV
Side chain or base 204 L
0 =0.1348A 3.0 -

o T T 7
packbone 0901 . mR e . om [

2. Density correlation -

Side chain or base0.90+ m VV[I:1Tl] I I o I:D o I Dj_:
0.80-

H>30 E>15
Backbone

3. Density index

oW H B
Side chain or base ] UJ D]—‘:D\/ LUJ—D:D_[D_I:IZDJVDS u‘LHJ U U LD]—D\/LM—H:I::
<Dens>=0.0594,0 = 0.0136

1
L,
0.

mou

Side chain or base 30.

> 60.
Backbone
e --r.

1.00 — o
5. Connect 0.50 TH‘ S

APRMVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEIRARDDALPVAHVALAVEGPGWADPD
[s2} ™ ™ [ v} 3] [92} ™

residue number o o pa ] ~ [+¢] < Te} ©
— 3 o~ N I3\ N Y ~

chain identifier [N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
m<o038 0.80 =
Backbone 0.90+ L
2. Density correlation ST S
Side chain or base. 98]—:" EI\A_‘_'—]_U—IWA/;L‘_I_‘\_U D Wﬂ W L

H>30 E>15 %
Backbone O.
3. Density index
s.decha.norbaseggj U I lJ iLU ujj w | Luﬁ Mm
<Dens> = 0.0594,0 = 0.0136 1 5
W > 60.
Backbone 30,
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50 -
NVVLHVANAT IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGE
residue number Q 3 2 3 9 Q 2
o~ 13 I3 1%} ™ 3] ™
chain identifier N

SFCHECK 7.03.16




Structure Factor Check
3H1K

Local estimation (17)

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

I O R TV eV T T

Side chain or base
0 =0.1348A

m<os 0.80
Backbone 0.90+ L
2. Density correlation I, = == 3
Side chain or baseO,g&W W I W [I I I =
0.80- L

E>30 @>15 L
cwsere o3 ISR MMM A MO A 0 0 TN
3. Density index e L
Sidechainorbaseg_):gij u U—F’—D:I:U Lu LD]—D:'—D_D_D\/ UJ LU \A—U U UJ IJ:U—U UJ U u U U q]_[:
<Dens> = 0.0594,0 = 0.0136 15

Side chain or base 30.
60

B> 60. 60.
packbone 30_
e -_

1.00
5. Connect 0.50 S

WMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY Y
[s2) [32] ™ [ ™ [s2} [s2} ™

residue number < I¥e) © ~ o] o o —
(] (3] (] 2] %] (3] < <

chain identifier [N

VN.A. (GLY) g-g: L
- Backbone 10

1. Shift e r

_ _ L &WWW W*

Side chain or base 20 L

0 =0.1348A 3.0- =

m<08 0.801 i

e 0y womll L I

2. Density correlation T = =S5 S o

Side chain or base0.90+ I I H I D I D I I o [I I VI_i—[—u L

0.80- =

H>30 @>15
Backbone

3. Density index

1.
1.
0.
[} [} V=
Side chain or base 28 F I W UJ I_IVU_UJ LU U U_LH_I—LUJ e Lu_ﬁ
<Dens> = 0.0504,0 = 0.0136 15

W > 60.
Backbone
4. B-factor
60.
1.00 ] L]
5. Connect 0.50 -
osidue number DKCPALAAVGPTEQLLDYNRIRSGMYWI O%PGAEDLEITOIELPNGLIIASOLOENFSPASRIOGOVFIKAGSRY;TTAN
g ) 3 ‘_' N [} < Irs)
chain identifier [N o

SFCHECK 7.03.16




Structure Factor Check
3H1K

Local estimation (18)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1348A 3.0-
m<o08 0.80

Backbone 0.90+

2. Density correlation
Side chain or base0.90+

0.80-
H>30 W>15 %-g*
Back =
o ackbone 0.5
3. Density index =
Side chain or base 28:
<Dens> = 0.0594,0 = 0.0136 1.5
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30m_
60.
1.00
5. Connect 0.50- -
LGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDIVMEYLLNVTTAPEFRPWEV
residue number Q [ D Q
© ~ @ o S a o
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
m<os 0.807 r

Backbone 0.90+1 =
2. Density correlation E

el b | e e N N
0.80- L

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,0 = 0.0136

AN RN O U 17 OO 1/
eI [ ™) W UF TR T

0.

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

DLQPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVK
<) o) (e} <o) o) [eo] [eo)

-

residue number 3 2 s o ~ @ o o
~ — — — — - — N
o

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3H1K

Local estimation (19)

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
: packbone Lo T e e e T e e e o T e T T T

1. Shift
) , 1_0,M—MWMWUMWM%7
Side chain or base 20 L
0 =0.1348A 3.0- -
m<o08 0.80 i

0.904

ool nn 5 o0 o al

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,06 = 0.0136

Side chain or base

MJ]M e [
o« HHT WIT ""MFI Tl
00 0 A D
EWWWW“UW”W—UUU 0

FRrO oRk
o

Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- T -
) HSDLK%VAEQFLN 1 RO%GAGTSSAKAOTOYWGGEI REQOI\éGHSLVHAAVO\éTEGAAVGSAO%ANAFSVLQHO\éLGAGPL KR
residue number pat ~ ™ < s © ~
N N N N N N N
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
Backbone 0.90+1 =
2. Density correlation = = = =
Sice chainor baseo_QJE[[.]VI I ljﬂj “33 T ﬁ i Qcﬁ THF WTT. [[
0.80- -

H>30 @>15
Backbone

3. Density index

1.54
1.0+
0.5+

OO (N N R BT TR
0 W M* uwmwww o oe W%' Uﬁ

Side chain or base 28:
<Dens> = 0.0594,0 = 0.0136 1.5-
H> 60. 60.

Backbone 30.
4. B-factor

60.-
1.00 1]

5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1K

Local estimation (20)

Backbone
2. Density correlation

i 1L n f
s [P T DT T TN TE

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
- N ofMMMWQ*
Side chain or base 204 L
0 =0.1348A 3.0- .
m<os 0.80

TR T

m>30 @>15 T
- o B;ckbone O:5
. Density index 0 5: = VI r
Side chain or base 1'07 L
<Dens> = 0.0594,0 = 0.0136 157 =
B> 60. 60.
4. B-factor
60.
1.00 H
5. Connect 0.50- 5
QLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPF LD
residue number % 2 % 8 8 ﬁ ﬁ
™ ™ ™ ™ < < <
chain identifier |0
VN.A. (GLY) g-g’ C
Backbone -l L
. LT
1. Shift =
Side chain or base %8:
0 =0.1348A 3.0-
m<o0s 0.807
packhone 099} M%me
2. Density correlation E = :F_D :j]j =
:
Side chain or base).90 D I I D I D " I }J WM] I
0.80- =
B>30 @>15 157
Backbone

3. Density index

1.0+
0.5+

(o AT TN Y A
Lt b Lk I 1L R

Side chain or base 28:]7
<Dens> = 0.0594,0 = 0.0136 1.5-
B> 60. 60. m
4. B-factor N
60.
1.0
5. Connect 0.5 W |

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1K

Local estimation (21)

Backbone
2. Density correlation

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

1. Shift
Side chain or base

0 =0.1348A

m<o08 0.80

Side chain or baseQ.90+

0.904

0.80-

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,06 = 0.0136

Side chain or base

5]
.0
45

1
1
0
0.5
1.0
1.5

Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- -
NVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV ILLLTLMATAFVGYVLPWGQMSFWGATV |
residue number S S y o N > g
— - — - -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
o Olmﬂ—rﬂw 7
Backbone 0.90+1 4‘_1_‘_@7
2. Density correlation E = =
Side chain or base).90 I TVT I TL/‘ W VW7
0.80- -

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,0 = 0.0136

]
Side chain or base ggﬂ LUJ_WU W U “
15

H> 60. 60. —
Backbone 30.
4. B-factor
60.
1.00 —
5. Connect 0.50 -
TNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFH
residue number S o N S S S N I
— — — — - N N N

chain identifier P

SFCHECK 7.03.16




Structure Factor Check
3H1K

Local estimation (22)

Backbone
2. Density correlation

Side chain or base0.9

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
; i 1.0+
Side chain or base 204
0 =0.1348A 3.0
m<o08 0.807

0.8
>30 W>15 © I
Sidechainorbaseg_)'gi Lu_m \M U LD_[U L[IJ VI_U:FD:I UJJ U m u DJ d U W i [E
<Dens> = 0.0594,0 = 0.0136 1.5-
Backbone 30.
4. B-factor
60.
1.00 —
5. Connect 0.50- -
PYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAA
residue number S S,.‘ S o N S S
N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
o 0.8&MMWMIMM7
Backbone 0.90+1 =
2. Density correlation E
0.80-

H>30 E>15 %8
- X .Bgckbone 0:5 L
. bensity Inaex T
Side chain or base ggﬂJ U - u - d U_U Lu U N VLU—U—U H VI—U U—UJ U LU L
<Dens> = 0.0594,0 = 0.0136 1.5
H> 60. 60.
4. B-factor
60.
1.00 T
5. Connect 0.50 {—
SVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFIIIGQMASLSYFTILLILFPTIGT
residue number g N N S g S S N
3] ™ ™ 3] 3] ™ 3] ™
chain identifier P

SFCHECK 7.03.16




Structure Factor Check
3H1K

Local estimation (23)

VNA. (GLY) 3.0 C
Backbone %8: B
Lo e
Side chain or bace % 8: MMMW_MMWMM{:
o =0.1348A 30* —

m<o0s8 0.8 r
Backbone 09 %Mrllmﬁﬂ—%w—ﬂﬂ ﬁ—l_l—!_fi

2. Density correlation

e Ll | o L LS D Y B

H>30 W>15 %g L
. Density index =
Side chain or base 28 VD_D_D_W_[D]\NU U u \/U D:’—H LU U_D LDJ [D_EI]—T:

<Dens> = 0.0594,0 = 0.0136 15 =

Backbone 30.
4. B-factor
60.

1.00 ]
5. Connect 0.50 H "

LENKMLNY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALA
residue number — — — L=, — — ~

— ~ ™ < o ©
chain identifier [P Q
VN.A. (GLY) g-g: L
- Backbone 104

1. Shift r
_ . 1.07%WWWWW,

Side chain or base 20 L

0 =0.1348A 3.0- -
m<08 0.801 "

Backbone 0.90+ r
2. Density correlation

[} il
Side chain orbasw.goﬂWu W [Ijl H W I
0.80- -

H>30 W>15 1.57
Backbone 1.0

o 0.5
3. Density index

(AR 1 O O -
Sidechambase%gm I U 1 O WVIRPW T T

<Dens> = 0.0594,0 = 0.0136

B 60, 60.
4. B-factor
60.

1.00 r
5. Connect 0.50- }—
EEVEVQDGPDENGELFMRPGK I SDYFPKPYPNPEAARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAG

residue number < o pay a b N &

~ @ o — — — —

chain identifier ~ |Q

SFCHECK 7.03.16




Structure Factor Check
3H1K

Local estimation (24)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0+
Side chain or base 20 L
0.=0.1348A 3.0~ =
m<o038 0.807 i

Backbone OIQG‘I—I_I—I_L/—V_H_[—H_L\ WMWM7

2. Density correlation

) ) II:IVI:HJIFV ‘:’V‘:'I[:'F}[TV FI:II:':' I‘:' o
Side chain or base0.9 D I I I D I L
0.8 L

H>30 W>15 1.59
Backbone

3. Density index

. . 0.5
Side chain or base 1.0
1.5-

<Dens> = 0.0594,06 = 0.0136

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50- N -
VVVREGLHYNPYFPGQA IGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALL
; = — — - Il H — -
residue number L o © ~ 0 > o .
= - - - — — N o~
chain identifier  |Q

VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5
) . 1.0+
Side chain or base 20 L
0 =0.1348A 3.0~ -
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation

i =N
e M L R L i | D
0.80- i

H>30 @>15
Backbone

3. Density index

s 1 OO I (A
T I o ol I LR L LTy T I

<Dens> = 0.0594,0 = 0.0136

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

1.00 —
5. Connect 0.50 H

TSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVAT
residue number bt = b I — — o o
N N

chain identifier  |Q R

24

- N o™ <
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Structure Factor Check
3H1K

Local estimation (25)

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

1.0+ B
SMWMNN}ﬂﬂﬁMﬂ&wHﬁﬂMﬁﬁwﬂMMMﬁu%ﬂHMMHMLﬂAM#
0 =0.1348A 3.0

m<o0s8 0.80

2. Density correlation -

oo U TLT JIFH T U0 TIHNNE

Hl>30 @>15
Backbone

3. Density index

Side chain or base

A5 =
< 1 N1 111171 LTI ) v

ﬂ H I I ’:I q VI T V] E O 0 L
<Dens> = 0.0594,0 = 0.0136 ) U L

Side chain or base 30.
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