"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
DERIVATIVE OF KRESOXIM-METHYL BOUND
Date: 12-APR-09
PDB code: 3H1K
Crystal Structure Factors
Cell parameters: Input
af 1921022 2 b 91083630 & _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

M odel

32673 atoms (17 water molecules)

\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

Number of chains: 51

Volume not occupied by model: 62.0 %

<B> (for atomic model): 89.7 A2

a(B): 14.10 AN2

Matthews coefficient: 411

Corresponding solvent % : 69.80
Refinement

Program: CNS 1.1

Nominal resolution range: 18.0 - 3.48 A

Reported nominal resolution: 3.00 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):
16.0877 —1.3143 4.7514 0.0000 0.0000 O.

Solvent correction — Ks,Bs: 0.576 250.570
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Local estimation

Backbone

2. Density correlation
Side chain or base0.9

0.9
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1. Shift
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H>30 @>15
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3. Density index
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Local estimation (2)
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Local estimation (3)

Backbone
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Local estimation (4)
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Local estimation (5)
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Local estimation (6)
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Local estimation (7)
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Local estimation (8)
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Local estimation (9)
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1. Shift
Side chain or base
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Backbone
2. Density correlation

Side chain or base0.90+
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3. Density index
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1. Shift
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2. Density correlation
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Backbone

3. Density index
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Local estimation (10)
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4. B-factor
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. 01 HE
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4. B-factor
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60.
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Local estimation (11)

Backbone
2. Density correlation

0.904

Side chain or base).90 me—w ]
0.80-

VNA. (GLY) 2-8: B
- Backbone 10 L
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1 O,MMMMWWUMMM%W,
Side chain or base 20
0 =0.1348A 3.0 L
m<o08 0.807 r
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o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.0594,0 = 0.0136 15
W > 60. 60.
Backbone 30.
4. B-factor
60.
1.00 r
5. Connect 0.501 s
NDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIK
residue number ha by b= b= o b <
chain identifier  |E
VN.A. (GLY) g-g’
- Backbone 1:0: [
1. Shift e r
) . 1.0 -
Side chain or base 20 L
0 =0.1348A 3.0 -
m<08 0.801 i

Backbone
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0.90+

e =
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3. Density index
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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,
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0
5

Backbone

4. B-factor

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

1

somes Sl 1 il il L D |

residue number
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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

A Ty
HTTT 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 7.1.01
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Structure Factor Check
3H1K

Local estimation (13)

Backbone
2. Density correlation

0.904

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

1. Shift
o 1-O*MMMM—UMW*
Side chain or base 204 L
0.=0.1348A 3.0~ -
m<o038 0.807 i

Hl>30 @>15
Backbone

3. Density index

oo~ T TEIMT ITIT " T
/| NN AT NN 00 OO NN 000

S ehai o bace Q_S:JJVD_D: u m WMJ ] WM W[[D]]]T[HT[:
<Dens> = 0.0594,0 = 0.0136 1.5- =
B> 60. 60.

Backbone 30.

4. B-factor
Slde Chain * base 3O]V-::I:[_]v-v-
60.
1.00,
5. Connect 0.5&W 3
HFGNLARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADY

residue number N N S g S S N

chain identifier |G
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1348A
m<038 0.807 r

Backbone
2. Density correlation

W%Mﬂmmw
e i e B0

H>30 @>15 %8
Sidechainorbaseg'gﬁ_r—‘ H:IJ—UJH U—LIJ—H—LUHU—U LLU—HLI\—UU_H—H—ULI U U—Im LUJ t
<Dens> = 0.0594,6 = 0.0136 1.5
> 60. 60
4, B-factor
60.
1.00
5. Connect o.s&W r

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1K

Local estimation (14)

VNA. (GLY) 2-8:
1. Shift
de chai 10] [ FLPEC PO LA [
Side chain or base 204 L
0 =0.1348A 3.0-

E<08 0.80- -
S O'QGMJ{LIMMW :Eblllmﬂ% L
2. Density correlation

M HFAOF I NI

Side chain or base

H>30 W>15 %-g:
Backbone :
cinrniEenAinalg il 1l
3. Density index & rﬂ W (|
os] \_DVD:[I_\_I I UJ ] 0 D_D_D_F]—D—VT
1.0 L
<Dens> = 0.0594,0 = 0.0136 1.5- —

Backbone 30.
4. B-factor
60.-

1.00-
5. Connect 0.50- m T L

............... RPLLCRESMSGRSARRDLVAGI SLNAPASVR| [ALLRQAYSALFRRTSTFALTVVLGAVL
i © © o o N < <
residue number 2 3 o 8 N ~ 3 S
chain identifier |l J
V N.A. (GLY) 3-8* r
Backbone :

, tenailinin=nnnnilinigs=isizaesisnniis sl =sisannninanninnannsinialiniann=annt
1. Shift

N 1o VTPV [T P O e e v,

Side chain or base 20 L

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

2. Density correlation E

miaaAn j = I I EI VT I P H I I
Side chain or base).90 D I I I] I i
0.80- -

W>30 @>15

15
1.0
0.5

Backbone

3. Density index

A0 A 11 Wy AT A
Sidechainorbaseg:gwwww ] U—U‘U_I_U UJ UJUJ UJMU ULU_UULN t

<Dens> = 0.0594,0 = 0.0136

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

1.00

5. Connect 025& —H ﬂ“ -

FERAFDQGADAI FEHLNEGKLWKHIKHKYEASEE TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI
< < ™

o™

i < < ] ™
residue number & 3 i 3 @ Q o4

chain identifier ~ |J N

SFCHECK 7.1.01




Structure Factor Check

3H1K

Local estimation (15)

Backbone
2. Density correlation

0.904

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1348A 3.0
m<o08 0.801

Side chain or baseQ.90+

0.80-

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,06 = 0.0136

Side chain or base

L5
1.0
0.5+

0.5+
1.0+
IL5-

W> 60. 60.
Backbone 30.
4. B-factor e
Side chain or base 30.
60.-
1.00 - L] o,
5. Connect 0.50- | N -
) GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY IKAL SKDMPKVVELLADV
residue number Q ¥ 3 Q ¥ 2 S =
chain identifier [N
V N.A. (GLY) 2-8* r
- Backbone 1:0: B
1. Shift = L
o 1o P MO LA A [PV OV LR
Side chain or base 204 L
0 =0.1348A 3.0° L
m<os 0.807

Backbone
2. Density correlation

0.90+

Side chain or base).90

d ol el L Da g
R C LN IEIE D Gk | il |

0.80-
m>30 W>15 L
Backbone é
3. Density index '
Side chain or base ggw UJJ U_u UJ W w U I W LUVW U H U u UJ_]E
<Dens> = 0.0594,0 = 0.0136 1:5
B> 60. 60.
Backbone 30.
4. B-factor
Slde Chain x base 3O.-__
60.
1.00 B
5. Connect 0.501 |

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1K

Local estimation (16)

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

o] o o0 OV VIF o M R T e VeV
Side chain or base 204 L
0 =0.1348A 3.0 -

packbone 0901 el 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 W>15 % g
. Density index L
O W
ﬁmmmw%ﬁﬁ W T T TR
<Dens> = 0.0594,0 = 0.0136 1.5

Side chain or base 30.

> 60.
Backbone
e --r.

1.00 — "
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 r
Backbone 0.90+ L
2. Density correlation ST o
Side chain or base. 98]—:" EI\A_I_I—UJ—/\M D Wﬂ W L

H>30 @>15
Backbone

3. Density index

Side chain or base

) O!—‘H

a Ll L B lish| sl L

<Dens> = 0.0594,0 = 0.0136

W > 60.
Backbone 30,
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50 -
NVVLHVANAT IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGE
residue number Q 8 8 8 2 ﬁ Q
o~ 13 I3 1%} ™ 3] ™

chain identifier N

SFCHECK 7.1.01




Structure Factor Check
3H1K

Local estimation (17)

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

JMJ#U—LU#LHMJU{HJMWMJWM:

Side chain or base
0 =0.1348A

m<o0s8 0.80
Backbone 0.90+ 7
] R TAT%TJTTﬂﬂjﬂATT FL,TLTLFLfP¥(%%LfFIHJW ﬁWFTFLFTFFF%ﬁPﬁﬁL(I:I‘rfrkhpf
2. Density correlation I,

= W[IFWT:[ITED—D:D: 0 [I:D—I:Ijj—f
Side chain or baseO,g&W W -
0.80- -

Hl>30 @>15

Backbone
3. Density index

Side chain or base

U L0 7 A PGt
= W PETFRA VET I UTVR

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 5 r

_ _ n Oimﬂmvmm MIITF wamﬂmjmﬂvmmﬁf

Side chain or base 20 L

0 =0.1348A 3.0- =

m<o08 0.801 i

e 0y womll I

2. Density correlation = = =S5 S o

Side chain or base).90 I I H I D I D I I u [I I VI_i—[—u L

0.80- -

H>30 @>15
Backbone

3. Density index

Side chain or base

AL T AU M A O N T
il Il D el ') )

<Dens> = 0.0594,0 = 0.0136

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 7.1.01




Structure Factor Check
3H1K

Local estimation (18)

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

1. Shift
) . 1-0’WMMMM’
Side chain or base 204 L
0.=0.1348A 3.0~ =
m<o038 0.807 i

ackhone 099 ,;Mﬂf%_ meﬂﬂ*
m*l_ﬂ—m =

2. Density correlation

Side chain or base0.90+ I L
0.80- L
H>30 E>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.0594,06 = 0.0136

L CTTIETTET CETEERE 7 PRy D
L CRE L el kel Tl i

B> 60. 60
30

Side chain or base 30.
60.

1.00
5. Connect 0.50 S

LGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDIVMEYLLNVTTAPEFRPWEV
o] © © © «Q © @

o - N
© ~ © o =1 s S

residue number

chain identifier |0

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
m<038 0.807 r
Backbone 0.90q -
2. Density correlation & = =
Sice chain o baseo_gﬂrﬁfcl:l leDFE[ T | - ﬂr{ﬁu‘]ﬂuﬁw ] “l; I
0.80- -

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,0 = 0.0136

RN N T e 7 M
eI [ =] W UF VRO 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 7.1.01




Structure Factor Check
3H1K

Local estimation (19)

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
e o S e L P T e
1. Shift
) , 1_0,MMWWMM%&W%WMMW7
Side chain or base 20 L
0 =0.1348A 3.0- -
E<o0.8

ﬁmﬂﬂw P = 1 JmLﬂm Hmﬂ:

= HHT AT ""MIFTI I"''E

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0594,06 = 0.0136

Side chain or base

5]
.0
45

A A
ik i ok il W LA

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 T = = =
Sice chainor baseo_g(fc[[.]vl I ljﬂj ﬂ F T ﬁ i Qcﬁ THF DWIIDZ. I
0.80- -

H>30 @>15
Backbone

3. Density index

1.54
1.0+
0.5+

OO (O N R T TR
o v 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 L

5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1K

Local estimation (20)

Backbone
2. Density correlation

0.90+

o e O —
oo [TE T 1T T AW "TT

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
N Ofwwwmwu%uw%wwwf
Side chain or base 20 L
0 =0.1348A 3.0-
m<os 0.80

R T —

H>30 @>15
Backbone

3. Density index

Side chain or base

g kro orm
so;

<Dens> = 0.0594,06 = 0.0136

5]
.0
45

AN 1T 0 O U T AT
AwwquwwwuEmmmﬂuMMMWLDWJmWDUUL

Il > 60.
Backbone
4. B-factor
Slde Chaln * base 30 -_m
1. OG
5. Connect 0.50- -
QLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLD
residue number % 2 % 8 8 ﬁ ﬁ
1%} ™ ™ ™ < < <
chain identifier |0
VNA. (GLY) 39 C
- Backbone 10
1. Shift =
. . 1.0
Side chain or base 204
0 =0.1348A 3.0-
m<o08 0.801
Backbone 0.904
2. Density correlation E = :FT] T =
:
Side chain or base).90 D I I I D " I }J W] r
0.80- -
H>30 W>15 1.57
Backbone

3. Density index

1.0+
0.5+

ek 0T R Y
Ltk U I L Bl |

Side chain or base g 8 T
<Dens> = 0.0594,0 = 0.0136 1.5-
W > 60. 60. [
4. B-factor ]

—" Qi

60.
0 L

- %Wﬂ |

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1K

Local estimation (21)

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

1. Shift
o e base 1.0 T LT LET P BV B P I e e,
Side chain or base 204 L
0.=0.1348A 3.0~ -
m<o038 0.801 i

Backbone 0.90+

2. Density correlation 7% WMMW
e Al 1| i e M |
0.80" L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

el EFUQHDD DO U ORI |
<Dens> = 0.0594,0 = 0.0136 i U—ﬁ 0

FRrO oRk
o

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

NVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGV ILLLTLMATAFVGYVLPWGQMSFWGATV |
~ ~ IN ~ ~ N N

o — N o <
® © — — — — —

residue number

chain identifier [P

V N.A. (GLY) 3.0
Backbone

- Lo} o b e e HHO A I A HT M e rr e e el

1. shift B

_ ) 1'07W’
Side chain or base 204
3.0-

0 =0.1348A

m<os 0.80 r
Backbone 0.90+1

2. Density correlation E

L m
S i N e 10 U1 N L
0.80- L
H>30 @>15
Backbone B
gl T o IR IR r
<Dens> = 0.0594,0 = 0.0136 %(5)

3. Density index
Side chain or base
ey 60. N u [
Backbone 30. ] W W
4. B-factor [
60. e

1.00 —
5. Connect 0.50 H

TNLFSAIPYIGHTLVEWAWGGFSVDNPTLTRFFALHFLLPFAIAGITIIHLTFLHESGSNNPLGISSDSDKIPFH
N N N N N N N N

residue number ) © ~ © <) o I
— — — — - N N

22

chain identifier P

SFCHECK 7.1.01




Structure Factor Check
3H1K

Local estimation (22)

Backbone
2. Density correlation

Side chain or base0.9

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

0.8
m>30 W>15 I
3. Density index E
Side chain or base ggiwm q:lj VI_U—‘ U_I U—\J D_m—u UJ u U W W [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 c,l‘ % 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 Ol8&mmﬂmmi
Backbone 0.90q -
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 - 0 U_U Lu U B VLU—U—U - VI—U LLUJ 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 7.1.01




Structure Factor Check
3H1K

Local estimation (23)

VNA. (GLY) 3.09
Backbone

1.0

Side chain or base 1

2
0 =0.1348A 3"

m<o0s8 0.8 r
Backbone 09 MWFHTVIT—M ﬁ—l_l—!_fi

2. Density correlation

Side chain or baseo_g(o)]:l:.ﬂ I I |
0.8 -
H>30 @>15 15 7
3. Density index C
Side chain or base 28 VD_D_D_DT]W—I\NL :

<Dens> = 0.0594,0 = 0.0136 1.5

Side chain or base 30.

W 60. 60.

60.
1.00
5. Connect 0.50- — -
LENKMLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALA
i — — T \—u — P
residue number — b} by b= g b b
chain identifier [P Q

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1348A
m<o08 0.801 B

Backbone 0.90+ r
2. Density correlation

= i
orrelatior baseo_g@ﬂWU I]V m WLI—W i
0.80"

H>30 W>15 1.57
Backbone 1.0

o 0.5
3. Density index

T
ssecmnoen S O[] 09 0 U O WERIREE F OO

<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 7.1.01




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<038 0.80 i

ackhone OIQG‘l—I_I—I_L/—V_H_l—H_l—\ mﬂm&—ﬂmf

2. Density correlation

) ) I"VFHIF§7 ‘:’V‘:'I[:'F}[TV FI:II:':' I‘:' o
Side chain or base0.9 D I I I I L
0.8 L

H>30 W>15 1.57
Backbone

3. Density index

Side chain or base 28: U U LE:D u/ - - Lm D U m = U I LU W—[I_D—E[D::
<Dens> = 0.0594,0 = 0.0136 IL5- =

B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- N B
VVVREGLHYNPYFPGQA IGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALL
residue number ;‘ S 8 r‘:' cTo' S-,' 8 :
~ - - - - — N N
chain identifier  |Q

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

1. Shift e r
B Lo I 0. O O = M HOAO T

Side chain or base 20 L

0 =0.1348A 3.0- =
m<08 0.801 i
Backbone 0.90+ [

2. Density correlation

i - BB o
0.80- i

H>30 @>15
Backbone

3. Density index

32 [0 N TN OO O A
sroones s FPUE P OF JU UG 0T AR U O

<Dens> = 0.0594,0 = 0.0136

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

1.00 —
5. Connect 0.50 -

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)

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

Backbone 0.90+

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

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

T L T L i |

Backbone 30.
4. B-factor
60.

1.00
omes 12 D AT AL,

AYAAKNVVTQF I SSLSASADVLALSKIEIKLSDI PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQH
~ H — ~ I = i} b

o - N
[Te) © N~ © o = 3 o

residue number

chain identifier R

VNA. (GLY) 39 B
- Backbone 104
1. Shift §
) . 1.0
Side chain or base 204
0 =0.1348A 3.0-
m<o0s8 0.807

Backbone 0.90q

2. Density correlation E
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