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

Structure Factor Check
5C3J

[To)

Title: CRYSTAL STRUCTURE OF MITOCHONDRIAL RHODOQUINOL-FUMARATE REDU
ASCARIS SUUM WITH UBIQUINONE-1
Date: 17-JUN-15
PDB code: 5C3J
Crystal Structure Factors
Cell parameters: Input
af 128,15 2 b S _C: ZAULR 1 Nominal resolution range: 20.0 - 2.80 A
a: 90.00 B: 90.00 y: 90.00 Reflections in file: 85744
Space group: P 2121 21 Unique reflections above 0: 76331
above b: 75108
above 3: 52541
Reflections> 0: 9413
SFCHECK
Nominal resolution range: 20.0- 2.80 A
\O5max. from input data, min. from author\05
Used reflections: 76330
M odel Reflections out of resolution: 1
Completeness: 89.0 %
l{li?:se?tgnshains: 24 R—.S tand(l_:) = g(!: )>/.<F> : 2
Volume not occupied by model:  54.8 % Anisotropic distribution of Structure Factors
- : : ratio of eigen values: 1.0000 0.9269 0.992
<B> (for atomic model): °1.7 A"2 B_overall (by Patterson): 43.AN2
o(B): . 16.46 A"2 Optical resolution: 2.04 A
Matthews coefficient: 3.37 Expected opt. resol. for complete data set: 2.04
Corresponding solvent % : 63.20 Estimated minimal error: 0.055 A
Model vs. Structure Factors
R-factor for all reflections: 0.257
Correlation factor: 0.862
R-factor: 0.261
for F>2.00
nom. resolution range: 20.00 — 2.80A
Refinement reflections used: 75106
Rfree: 0.310
Program: REFMAC 5.7.0029 Nfree: 3771
Nominal resolution range: 20.0- 2.80 A B v e reEe L 0.258
Reported R—factqr: 0.202 Non free-reflections: 71335
Number of reflections used: 72671 <u> (error in coords by Luzzati plot): 0.372
Rgported Rfree: 0.26 Estimated maximal error: 0.184 /
Sigma cut-off: N.A. DPI: 0.371 A
Scaling
Scale: 0.912
Bdiff: -5.81

Anisothermal Scaling (Beta):
-0.8335 -1.0360 —-0.8918 0.0000 -0.0000 ¢

Solvent correction — Ks,Bs: 0.569 249.962
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5C3J

Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
- 1,0 P S FEFEFE V] VN P OO PV VS e
Side chain or base 204 L
0 =0.1550A 3.0-
m<os 0.80
Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_ﬂ
60.
1.00,
5. Connect 0.5&W =
) SNIAQYKVIDHAYDVV | I GAGGAGLRAAMGLGEAGFKTAVVTIKMFPTRSHTTAAQGG | NAALGSMNPDDWéWH FY
residue number 3 = 3 3 N 8 54 S
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1550A
m<os 0.807
Backbone 0.90+1
2. DenSIty Corl’elatlon e Y A Y = ==D—\:[r:| [D L =/ W [Easavene s
Side chain or base).90 -
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (2)

0.80- L

VN.A. (GLY) 2-8: i
1. Shif peeene LO T e L T HH Th et e o e T CHH T O e
. Shift

Side chain or base 1° 0,<LLL\—U

2.0 L

0 =0.1550A 3.0~ C

m<o08 0.80 .

Backbone 0.904 |

2. Density correlation i iR e = = —m |

Side chain or base0.90+ D L

Hl>30 @>15
Backbone

3. Density index

Slde Chain * base .SW L
<Dens>=0.1775,0 = 0.0388 5 — =
H> 60. 60.7 . i
4. B-factor

Sice chan o base 30.7M1M “ HMLMMM i

60.- _ _ _ _ -
1.00 o -
5. Connect 0.50 +
MLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNTG
residue number 8 8 8 3 8 8 <Or 8
~ - N [aV) N N N N
chain identifier ~ |A
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1550A
[W<o0.s8

Backbone
2. Density correlation == e - = —

Side chain or base).90 L

W>30 @>15
Backbone

3. Density index

Side chain or base J—U U—U_LI:IJM:
<Dens> = 0.1775,0 = 0.0388 .
M > 60. 1 r

T
4. B-factor & = —

Side chain or base 30.f]vmmm wu_u :[I:Il J_UM,

60.- — — = =
1.00
5. Connect 0.50- 3
DGTALATRAGIALEDLEFIQFHPTGIYGVGCL I TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAET |
residue number 3 ,‘2 8 3 8 S IS
~ o~ I3 13\ 3] ™ ™
chain identifier ~ |A
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Local estimation (3)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

VNA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
Side chain or base 51 |
0 = 0.1550A
m<os 0.80

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1775,0 = 0.0388
Il > 60.

Backbone
4. B-factor

Side chain or base 30.

60.—
1.00 | L
5. Connect 0.50 +
EIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGG I PTNYKAgV ITKY
residue number 8 <Of 8 8 E 8 8 o
o %] 3] ™ ™ ™ ™ <
chain identifier ~ |A

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 = 0.1550A
W<08 0.80q r

Backbone 0.90+1 T

2. Density correlation

Side chain or base).90+
0.80-

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5+

Side chain or base gg:
<Dens>=0.1775,0 = 0.0388 1.5-
> 60. 60.
Backbone 30..
4. B-factor
Side chain or base 30.
60.
1.00+
5. Connect 0.5&W

residue number

chain identifier
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Local estimation (4)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1550A 3.0-
m<038 0.80

Backbone 0.90+

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

0.80-
m>30 W>15 i
ackbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.1775,0 = 0.0388 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 L]
5. Connect 0.50- -
) éRYANGDVPTéELRLTMQKTgQKHAGVFRRgD| LAEGVKKgMDL FKELKRéKTTDRSL IWgSDLTESLELgNLML
residue number | > o — I ™ < 0
~ < Tel [Te) n Te) [Te) [Te}
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1550A
m<o038 0.80q

Backbone 0.90+1
2. Density correlation =

— = = I
Side chain or base).90 UJ—]_I—/_‘_W W‘_,—‘_WW U I I D i
0.80-
W>30 @>15

Backbone
3. Density index
Side chain or base

e, eSS PP AR TR ™ ™ TR0 T I

B> 60. 60.7 - - i
4. B-factor

1.00
5. Connect 0.501

e AL T it | f o
1]

NATQTIVAAENRKESRGAHARDDFPKREDEYDYSKPIEGQTKRPFEKHWRKHTLTKQDPRTGHITLDYRPVIDKT
(o} o o o o o o

residue number © ~ s o3} o — N
rs} n n e} © © ©

chain identifier ~ |A
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Structure Factor Check

Local estimation (5)

5C3J

VNA. (GLY) 3.09
Backbone %'07
1. Shift
Side chain or base
0 =0.1550A
m<08 0.80

Backbone 0.9(%

2. Density correlation

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- (
LDPAEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSC|
residue number [ < ¥4 Q R 3 Q 2
(o] ©
chain identifier ~ |A B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1550A
m<os 0.807

Backbone 0.90q

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

H>30 W>15 1.59

1.0
Backbone 0.5

3. Density index -
Side chain or base 28:
<Dens> = 0.1775,0 = 0.0388 1‘5

W > 60. 60
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-

1.00
5. Connect 0.50-

i

]

residue number

chain identifier B

[s2)
(o)

o
—

—
-

N
-

[92]
-

<
—

n
-

REGICGSCAMNIAGENTLACICNIDQNTSKTTKIYPLPHMFVIKDLVPDMNLFYAQYASIQPWLQKKTKINLGEK
[a2) o™ (3] (82 o™ o [32)

©
-
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Local estimation (6)

VNA. (GLY) 3.09

o O e T O e S e e e e e e e
1. Shift
) ) l-O*MMWWWW*
Side chain or base 20 L
0 =0.1550A 3.0

E<0.38 QT I
Backbone 0.90+ I
2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.1775,0 = 0.0388
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
QQYQsSI KE(%EKLDGLYECI LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKC
residue number ~ % 8 8 2 R g
- — - N [aV) N N
chain identifier B
VNA. (GLY) g-g’ r
- Backbone 1:0: [
1. Shift =
. . 1.0+
Side chain or base 204
o = 0.1550A 3.0-
m<o038 0.80q

Backbone 0.90q

2. Density correlation
Side chain or base).90

0.80-
H>30 E>15 %'8:
Backbone 0:57
3. Density index -
Side chain or base gg:
<Dens>=0.1775,0 = 0.0388 1.5-
M > 60. 60
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-

1.00
5. Connect 0.50-

HTIMNCTKTCPKHLNPARA IGEIKMLLTKMKTKPAPLPTPANF [EKTPIQVWGWDYLMRQRALKRPIAPHLTIY
residue number Q s 3 Q & s <
Q « N N , ~ 0

chain identifier B C
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Local estimation (7)

Backbone
2. Density correlation

0.90+

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
: ; 1.0
Side chain or base 204 L
0 =0.1550A 3.0- -
m<08 0.80 r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

> 60.
Backbone W
4. B-factor =
Side chain or base 30_ﬂ M I L
60. — N = -
1.00
KPQMTWMVSGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTF%EF TRGLG I Pgw LDTFKF IJrAFPIAFHTLL\IrGI RF
residue number [ N 3 =
2 ~ 3 3 S e S 3
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1550A
W<08 0.80q r

Backbone
2. Density correlation

Wmmmﬂm %zlﬂj_m_:b::&:ﬂ]ﬂ:
e s TN s o L il

0.80-

HW>30 @>15 %
Backbone O.
3. Density index
Side chain or base g_)
<Dens> = 0.1775,0 = 0.0388 1.

I o, e

T8 AU ki ]

I I -

W > 60. 60 ]
e <o N N
4. B-factor M N B
Side chain or base 30. - -v[ m “
60.-~ = —
.00 I
5. Connect 0.50 [ —mj W WH_F

residue number

chain identifier
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Local estimation (8)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0
Side chain or base 204
0 =0.1550A 3.0- —
W<o0s8 0.80 [

Backbone 0.90+

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

1.5+
1.04
0.5

Hl>30 @>15
Backbone

3. Density index e

Side chain or base

0.5
1.0+
<Dens> = 0.1775,0 = 0.0388 1.5-

W> 60. 60. "
Backbone 30. i
4. B-factor =
Side chain orbase Somm i
60. -
1.004
5. Connect 0.50 +
HSHGTLFKIERYFAAAMVPL I PAAYFIHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY |
residue number S‘% % ,02 % g ?_é: g
chain identifier D
V N.A. (GLY) 3-8* r
L B O e T P e T (T e Sl e et
1. Shift = L
1.0 D]:DWDFDE‘D:‘[]E quﬂ D:‘:!VVVDVQ VV\:‘V B
Side chain or base 204 L
0 = 0.1550A 3.0~ =
m<o038 0.80q r

Backbone

0 _ p el m.m m

E——

2. Density correlation E

Side chain or base).90 L

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

e e e TR

> 60. o B 0 H r
50O 11
4. B-factor e — L
Side chain or base 30.1 | “_ ' WMW,
60.- — = L
1.00
5. Connect 0.50+ W W -
esidue number [ETACLLAGLLYFNEHDVGLTRAFEMVWEL CS)NIAQYKVIDgAYDVVIIGAgGAGLRAAMGéGEAGFKTAVéTKM
N < 3 ] < ) © =
chain identifier D E
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Local estimation (9)

0.80-

V N.A. (GLY) 2-8: i
e O A e O I e e e P e O e

1. Shift
o 1 oA LFOT VYV M A O =SV A PV E e
Side chain or base 204 B
0 =0.1550A 3.0- L
m<o08 0.80 r
Backbone 0.90+ L
2. Density correlation === = = L
Side chain or base).90- W‘_’_‘—]_I—M W—UJ D I L

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.1775,0 = 0.0388 .5
W> 60. 60.7 r
4. B-factor
Side chain or base 30. L
60.- —
1.00
5. Connect 0.50 +
FPTRSHTTAAQGGINAALGSMNPDDWKWHFYDTVKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFESRTPEGK |
residue number 5 3 S =1 IS 51 =)
- — - -~ —
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1550A
m<os 0.807
Backbone 0.90+1
2. Density correlation
Side chain or base).90
0.80-
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 -
5. Connect 0.50 Il -

residue number

chain identifier
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Local estimation (10)

2. Density correlation

:D_D—DIIT e _T‘:' e VAV Vo ) B vu—WU VT EVERVVE
Side chain or base0.90+ L

0.80-

VNA. (GLY) 2-8: L
N Niinn=nasncnninsunianl=a=ilaneeesnaznnsnzninnnnninnsnnnsnni] =nanEneninin==;

1. Shift
— 1 o I VN B R - IV e Ve
Side chain or base 204 L
0 =0.1550A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

Hl>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chain or base 88:
<Dens> = 0.1775,0 = 0.0388 1.54
m> 60. 60. r
4. B-factor
Side chain or base 305M WMMMMW7
60.- — -
1.00
5. Connect 0.50- -
IHRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFL
residue number 51 S 3 3 S 2 2
N N N N N N N
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1550A
m<o08 0.801
Backbone 0.90+1
2. Density correlation Ve Bm- T-T]—D: SSSS il —= —
Side chain or base).90 -

0.80-

m>30 M>15 1

Backbone (]5
3. Density index

Side chain or base g
<Dens>=0.1775,0 = 0.0388 1.5-
W > 60. 60

Backbone 30.1
4. B-factor

Side chain or base 30.4

60.-
1.00 - u

5. Connect 0.50- -

residue number

chain identifier
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Local estimation (11)

0.80-

VNA. (GLY) 2-8: B
- Backbone 1:07 |
1. Shift

) ) l-O*M%MMM%MWMUW—
Side chain or base 204 L
0 =0.1550A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

2. Density correlation === = — ﬂ—:Dv — =
Side chain or base0.90+ D] I r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 —W B
DVTKEP L PVIPTVHYNMGG T PTNYKAQVIKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRAC]
residue number 8 8 =) 8 8 8 <Or
™ ™ < < < < <
chain identifier ~ |E
VNA. (GLY) g-g’ C
- pockbone O A T R e T e e T e e e T H | e e
1. Shift = r
S 1.0 LFEFF= POV A HOFE VPO PO VA, M FEVE R,
Side chain or base 20 L
0 = 0.1550A 3.0~ =
m<o08 0.801 i

Backbone
2. Density correlation

= — 7

0.80-

W>30 @>15
Backbone

3. Density index

1.5+
1.04
0.5+ r

Side chain or base gg]—u LU U_"u U_‘—U WLWW UU Lu—u L
<Dens>=0.1775,0 = 0.0388 1.5 -
W > 60. 60. r— — — =

e O T
4. B-factor = = =N =

eSS | 1T {uunat fas s | |

60.- = —
1.00
5. Connect 0.50- -
SINIKEELKPDEKI PELPEGAGEESIANLDAVRYANGDVPTAELRLTMQKTMQKHAGVFRRGD | LAEGVKKMMDL
residue number | 3 3 2 2 3 S 3 I
< < < < < e} o [t}
chain identifier E
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Local estimation (12)

Backbone
2. Density correlation

VNA. (GLY) 3.0 L
Backbone %'07 [
1. Shift
Side chain or base 51 |
0 = 0.1550A
m<0s8 0.80

Side chain or baseQ.90+

0.90+

0.80-

W>30 @>15 %g
o Backbone O:5
3. Density index &
Side chain or base (]?8:
<Dens> = 0.1775,0 = 0.0388 1.54
B> 60. 60.7
Backbone 30.
4. B-factor =
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
FKELKRLKTTDRSLIWNSDLTESLELQNLMLNATQT [VAAENRKESRGAHARDDFPKREDEYDYSKPTEGQTKRP
residue number 8 8 o 8 E 8 8
[Te) wn [Tel 1) [Te} n [Te)
chain identifier ~ |E

VN.A. (GLY) g-g: L
- Backbone 1:07
1. Shift 5
. . 1.0
Side chain or base 204
o = 0.1550A 3.0-
m<o0s 0.807

Backbone
2. Density correlation

Side chain or base).90

W>30 @>15
Backbone

3. Density index

Side chain or base gg
<Dens>=0.1775,0 = 0.0388 1.5-
> 60. 60.
Backbone 30.]
4. B-factor
Side chain or base 30,]:
60.
1.00+
5. Connect 0.50-

FEKHWRKHTLTKQDPRTGHI TLDYRPVIDKTLDPAEVDWIPPIIRSY [KRIKTFEIYRFNPEEPGAKPKLQKFD
; o o =] o o
residue number S = I I 3 8 Q R
) © © © ©
chain identifier  |E F
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Local estimation (13)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1550A 3.0-
m<o08 0.80

0.904

Side chain or base0.90+

0.80-
H>30 W>15 1-3*
o Backbone (355:
3. Density index E
Side chain or base 28:
<Dens> = 0.1775,0 = 0.0388 1.5
W> 60. 60.7
Backbone 30.1
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
VDLDKCGTMVLDAL IKIKNEVDPTLTFRRSCREGICGSCAMNIAGENTLACICNIDQNTSKTTKIYPLPHMFV K
residue number 8 Q 8 8 § g 8' a
chain identifier  [F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1550A
m<os 0.807
Backbone 0.90+1
2. Density correlation S~ —
Side chain or base).90 D -

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.1775,0 = 0.0388

W > 60.
Backbone
4. B-factor
Side chain or base 30.-
60.-
1.00 1
5. Connect 0.50 -
DLVPDMNLFYAQYASI QPWLQKKTKINLGEKQQYQSIKEQEKLDGLYECILCACCSASCPSYWWNADKYLGPAVL
residue number Q b 3 Q 2 2 3
— — — — — — N
chain identifier F
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Structure Factor Check
5C3J

Local estimation (14)

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

1. Shift
! , 1_O,W%Mwwwwwwwﬂ,
Side chain or base 204 L
0 =0.1550A 3.0- L
W<038 0.80 r
e %] _—ﬁﬁ—ﬂ—ﬁ—mﬂ_\—lﬂi
2. Density correlation E== =

yesii = o= =gV WWDWW‘FDW

Side chain or base0.90+ L

0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5 r
.0 =
.5 -

<Dens>=0.1775,0 = 0.0388

[}

> 60.
Backbone 3

60.- = —

15
.0
L
0.
0.

1.00 =
5. Connect 0.50 W—

MQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPANF
™ ™ ™ ™ ™ ™ ™

residue number N1 I %] < 0 © P
N ~ N I ~ N ~

chain identifier  |F

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
) . 1.0+
Side chain or base 204
0 =0.1550A 3.0-
m<o0s8 0.80

Backbone 0.904

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

W>30 W>15 1.59

1.0+
Backbone 0.5

3. Density index -

Side chain or base

0.5+
1.04
<Dens>=0.1775,0 = 0.0388 1.5-

B> 60. 60.
4. B-factor
Side chain or base 30,]:D:D:D]vu]]:l_u> 1
60. - — H L

1.00 L r

EKTPI QVWGWDYLMRQRALKRPIAPHLT IYKPQMTWMVSGLHRVTGCAMAGTLLIGGVGFSVLPLDFTTFVEFIR
< < < < < 3

. & <
residue number  §f 3 o © ~ © o S

chain identifier G

SFCHECK 7.04.09




Structure Factor Check

5C3J

Local estimation (15)

V NA. (GLY) 3.0

pecktone L0 e e e e L e (e e b e e e e H et
1. Shift

i i 1.0+
Side chain or base 204
0 =0.1550A 3.0

W<08 0.80,
ackhone o'g&ﬂrrlj:l:lﬁ%wmﬂw WMML:I:IM:

2. Density correlation -

Side chain or basegzzgvlvu:l:[":rj: Dj: I W l:'ZI E.:HTI:I] I::

H>30 m>15 i
swwore 821 oo oA

<Dens>=0.1775,0 = 0.0388

3. Density index E
. . 0.54 v BER q P P; v

Side chain or base 1.04

1.5-

H>60. 60.
BaCkbone 30‘
4. B-factor

1.00-
5. Connect 0.50

60.

WW%MJ’

residue number

chain identifier |G

-
—

N
—

o
—

<
—

GLGIPWVILDTFKFIIAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKAT
< < < < < ~t <

n
—

© ~
— —

0.8
Backbone 0.9
2. Density correlation

Side chain or base).9l

-

V N.A. (GLY) g-g r
- Backbone 1:0
1. Shift
. . ;|__()§:Ep|
Side chain or base 2.0
o = 0.1550A 3.0
W<08

0.8
m>30 E>15 1
o Backbone 0.5
3. Density index
Side chain or base g_)g:
<Dens> = 01775, = 0.0388 15]
B> 60. 60.
Backbone 30.

4. B-factor

Side chain or base 30.

5. Connect 0.5

residue number

chain identifier

SFCHECK 7.04.09
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SAAVTGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLIPAAYFIHGREMDLCLALALTLHVH
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<
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©
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Structure Factor Check

5C3J

Local estimation (16)

VNA. (GLY) 2-8: B
- Backbone 1:07
1. Shift
: ; 1.04
Side chain or base 204
0 =0.1550A 3.0-
m<o0s8 0.80

Backbone 0.90+
2. Density correlation -

Side chain or baseQ.90+
0.80-

3. Density index

H>30 @>15 %g
Backbone O:5 D
0
1

Side chain or base 8:
<Dens> = 0.1775,0 = 0.0388 1.5-
W > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
) WGVWGVVNDYGRPFVLGDTLAAAVRVGAY T FETACLLAGLLYFNEHDVGLTRAFEMVWEL [] ' [
residue number g 3 : ‘c'_\l1 2 E E E E
chain identifier ~ |H E E E
VNA. (GLY) g-g’ B
Backbone 1'0: L
1 g‘"ft ’ :j 0 = D D = = = O O =
. . 1.0
Side chain or base 20 L
o = 0.1550A 3.0- =
m<o038 Qe i
Backbone 0.90+ [*
0 O D - = — = — m D L

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

H>30 W>15 1.59

1.0+
Backbone 054

3. Density index T

residue number

Side chain or base g_)g: L
<Dens> = 0.1775,0 = 0.0388 1:57 —
111 111

Backbone 30. D
4. B-factor D 1 D [

Side chain or base 30. E

60.
1.0
5. Connect 0.5 E
B g
=)
~

g
chain identifier E
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