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

Structure Factor Check
3VR9
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Title: MITOCHONDRIAL RHODOQUINOL-FUMARATE REDUCTASE FROM THE PARASI
NEMATODE ASCARIS SUUM WITH THE SPECIFIC INHIBITOR FLUTOLANI
Date: 07-APR-12
PDB code: 3VR9
Crystal Structure Factors
Cell parameters: Input
af L2 AOLL /A b RS A _C: 2B Nominal resolution range: 47.4 - 3.01 A
a: 90.00 B: 90.00 ¥ 90.00 Reflections in file: 68269
Space group: P 2121 21 Unique reflections above 0: 68269
above b: 66997
above &: 39991
SFCHECK
Nominal resolution range: 47.4 - 3.01 A
\O5max. from input data, min. from author\05
Used reflections: 68269
Completeness: 92.0 %
etz R_stand(F) = g(F)>/<F>: 0.091
18262 atoms Anisotropic distribution of Structure Factors
Number of chains: 24 ratio of eigen values: 1.0000 0.9408 0.961
Volume not occupied by model: 57.5 % B_overall (by Patterson): 54.A"2
<B> (for atomic model): 82.6 A2 Optical resolution: 2.25A
a(B): 11.31 A2 Expected opt. resol. for complete data set: 2.25
Matthews coefficient: 3.62 Estimated minimal error: 0.089 4
Corresponding solvent % : 65.74
Model vs. Structure Factors
R—factor for all reflections: 0.276
Correlation factor: 0.848
R-factor: 0.283
for F>2.00
nom. resolution range: 47.39 — 3.01A
- reflections used: 66996
Refinement Rfree: 0.334
Program: REFMAC 5.5.0109 Niree: 3172
Nominal resolution range: 47.4 - 3.01 A| R-factor without free—refl.: 0.281
Reported R—factor: 0.216 Non free-reflections: 63824
Number of reflections used: 65024 <u> (error in coords by Luzzati plot): 0.546
Reported Riree: 0.28 Estimated maximal error: 0.232 4
Sigma cut—off: N.A. DPI: 0.443 A
Scaling
Scale: 0.848
Bdiff: -8.32

Anisothermal Scaling (Beta):
1.6306 1.3729 1.1502 0.0000 0.0000 0.00

Solvent correction — Ks,Bs: 0.541 250.096
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Local estimation

VNA. (GLY) 30 B
- Backbone 1:07
1. Shift
) ' 1.0+
Side chain or base 20
0 =0.1151A 3.0-
m<o0s8 QT
Backbone 0.90+
2. Density correlation -
Side chain or base).90
0.80-
m>30 W>15 I
o Backbone 0.5
3. Density index =
Side chain or base 28:
<Dens> = 0.0897,0 = 0.0253 15
> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.50- i
AQYKVIDHAYDVV I I GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGGINAALGSMNPDDWKWHEYDTA
residue number £ ) R 3 Q 3 R 8
-
chain identifier ~ |A
V NA. (GLY) g-g: B
- Backbone 10
1. Shift e
: ) 1.0
Side chain or base 20 L
0 =0.1151A 3.0- —~
m<o8 Qe I
packbone O.Q&Iﬁmmwi
2. Density correlation =
[ (i IV
Side o or baseo.goj\/—w u_'_‘_ﬂ :EZT‘:’VD—:I—]_P_I\H_[—\—'W m [
0.80 —

H>30 @>15
Backbone

3. Density index

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

<Dens> = 0.0897,0 = 0.0253

1001 1 O
A L e TN T

B> 0. 60.
4. B-factor
60.
1.00
5. Connect 0.50+ | -

residue number

chain identifier
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Local estimation (2)

VNA. (GLY) 2-8: B
e o e W O e e O e e T e e o T e
1. Shift
‘ . L Ofwwwwww,
Side chain or base 20 L
0 =0.1151A 3.0-
m<038 0.807 r
ackhone OIQGMW—mei
2. Density correlation T Seve e L
Side chain or base0.90+ L
0.80- -
W>30 @>15 %g
- o B;ckbone O:5
. Density index E L
Side chain or base ggim U LU_I U_uvl_u D:[I_IVD_D Lu m H/D:m:l_[uj—vﬂv[:
<Dens> = 0.0897,0 = 0.0253 1.5 =
B> 60. 60.7
Backbone 30.
4. B-factor ==
Side chain or base 30.
60.—
1.00
5. Connect 0.50-
TLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNTGDGT
residue number g 8 8 2 R g g g
~ - N [aV) N N N N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1151A
m<038 0.807 r
Backbone 0.90q r

2. Density correlation

Side chain or base).90
0.80-

IFlT "1 """ T

H>30 @>15
Backbone

1.55
1.0+
0.5+

3. Density index

L g Sl 1 il
L 0 1 i e i

Side chain or base 28:
<Dens> = 0.0897,0 = 0.0253 1.5-
H> 60. 60.

Backbone 30.
4. B-factor

60.
1.00 —

5. Connect 0.50 *W -

residue number

chain identifier
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Local estimation (3)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
. 1o VMV - A MM A VR P eI T
Side chain or base 204 L
0 =0.1151A 3.0- —
m<08 0.80

Backbone 0.90+
2. Density correlation

Side chain or baseo_g&w D D \WMT W*
0.80- -

W>30 W>15 1-3’
Backbone 1.0+

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

0.5+
1.0+
<Dens> = 0.0897,0 = 0.0253 1.5-

Backbone 30.
4. B-factor
60.

1.00 —
5. Connect 0.50- -
EGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGGIPTNYKAQV IKYTK E|
: %) V) ™ ™ ™ V] ™ 32}
residue number vy < e o ~ 0 & =3
o %] 3] ™ ™ ™ ™ <
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1151A
m<038 0.807 r

Backbone 0.90+1 -
2. Density correlation E

Side chain or base0.90+ L
0.80 L

H>30 @>15 1.57
Backbone 1.09

o 0.5
3. Density index

AR N TV T
NI [ | I DiN e

<Dens> = 0.0897,0 = 0.0253

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

GGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKEELKPDEKIPELPEGAGEESIANLDAVRY
(321 (8] (82 3] o [32) (2

residue number I N (3} < %9} © ~
< < < < < < <

chain identifier ~ |A
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Local estimation (4)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: B
; pectbone L0 T B e P A T e e e A e e e e T T T
1. Shift

; i 1.0 H

Side chain or base 204

0 =0.1151A 3.0-
m<os 0.80, r
Backbone 0.90+ I

o TTHFTT TPATIIAN DT "1

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0897,0 = 0.0253

] T O i
Side chain or base §§7WW WU ED—D u u U mm_ﬂj_ﬂ:ﬁ,

Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- i -
ANGDVPTAELRLTMQKTMQKHAGVFRRGDI LAEGVKKMMDL SKELKRLKTTDRSL IWNSDLTESLELQNLMLNAT
residue number 3 2 2 9 Q 2 Q 3
~ < n [Te} n n [Te) [Te}
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1151A
m<os 0.807 r
s 00U | g g oo I i el PO e L L
2. Density correlation e =
E e T TP T W0
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0897,0 = 0.0253

{ LIslll il LNl W0 R 06 DA el
Sidechainorbase%é# U LH‘W UH_LUJ—LH—UU—I_ULNJLUJUJULM UU—UVUUU—LU ] %

W > 60.
Backbone 30.
4. B-factor
Swde chanorbase 30--
60.
1.00
5. Connect 0.50- -
QT IVAAENRKESRGAHARDDFPKREDEYDYSKPI EGQTKRPFEKHWRKHTLTKQDPRTGHI TLDYRPVIDKTLD P
residue number 8 Q g 8 8 (3 &’
Irs) n Ire) Ire) © © ©

chain identifier ~ |A
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Local estimation (5)

VNA. (GLY) 2-8: L
; packbone L0 e B
1. Shift
1.0 THITFHTFE
Side chain or base 20 L
0 =0.1151A 3.0- —
m<038 0.80 i

Backbone

oL e M W«‘H‘»l S BN N ) I I s popepgupupus ) Ul

2. Density correlation

Side chain or baseQ.90+
0.80-

L S M | N

H>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chain or base
<Dens> = 0.0897,0 = 0.0253

1' " ¥ ST TN TR

> 60.
Backbone
4. B-factor
Sie chain orbase 30. - _v_v_7
1.00
5. Connect 0.50- ( L
AEVDWIPPIIRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSCREG
residue number 3 Q ¥ Q @ @ o @
(o] ©
chain identifier ~ |A B
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1151A
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation = L
Side chain or base).90 L

H>30 E>15 %
Backbone O.
3. Density index -
SldeChalnorbasegg:mDmmeLu_\_‘_u L‘_u WMWWWM
<Dens> = 0.0897,0 = 0.0253 15/
B> 60. 60.
Backbone 30.4
4. B-factor
Swie chain orbase 30.] m
60.-———
1.00
5. Connect 0.50 -
ICGSCAMNIAGENTLACICNIDQNTSKTTKIYPLPHMFV IKDLVPDMNLFYAQYASIQPWLQKKTKINLGEKQQY
residue number €3 3 < Q 2 Q 3 3
— - — — - — —
chain identifier B
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Local estimation (6)

V NA. (GLY) 3.0

o O e e O e H e e e e e
1. Shift
- 1.0—%WWMMWM’
Side chain or base 204 L
0 =0.1151A 3.0

m<o0s8 0.80 r

Backoone 0.9&% [ %Wﬁ

2. Density correlation -

Side chain or base0.90+ I I T TV I:D:' \_T o/ 97 0OV [P—‘:'—[
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0897,0 = 0.0253

FRrO oRk
o

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

1.00
5. Connect 0.50 S

Qs KEr%EKLDGLYECI LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTI
residue number ~ 3 2 By 2 Q 3

[oe] (2] o - N (32}
- - — N N N N
chain identifier B
3.05 r
VNA (G Backbone 2.01 B
O e T o H e i
1. Shift = L
e chai Lo PP T H AT T PO O T
Side chain or base 204 L
0 =0.1151A 3.0- =
m<os 0.807 r
cackbore  090p) |l el mdl N I
2. Density correlation = T

Side chain or base()_g(rﬂw D W I I I I I 0 L
0.80 -

H>30 @>15
Backbone

3. Density index
Side chain or base

S2(1J01: (I (AT I - TITTINS CEEETTIII
e 1 i Ll e i Bl LG e

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

1.00
5. Connect 0.50 H

NCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN| [EKTPIQVWGWDYLMRQRALKRPIAPHLTIYKPQM
™ [} ™ <

M

residue number [ B 3 R & Y 3

N Q @ N 3) < o ©
B

chain identifier C
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Local estimation (7)

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

e chain or bace 1.0 1LV PV eV [V VM S PO POV EVE PO PO L VP eV,
Side chain or base 204 L
3.0

o =0.1151A

m<o0s8 0.804 r
ackhone O'QGMMMMMMVI@%&Q

2. Density correlation -

L L
Side chain or baseo.9&] I LI U I U I I I D i
0.80- =

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

o seeone g [T U WIS FEE ARCR

FRO ORR

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 ‘W S

TWMVSGLHRVTGCAMAGTLLIGGVGFSVLPLDFTTFVEFIRGLGIPWVILDTFKFIIAFPIAFHTLNGIRFI GFD|
< < < < < < <

o — N ™
™~ ® © — — — —

residue number

chain identifier  |C

VN.A. (GLY) g-g: L
Lo o I T e e e TH AT i

1. Shift 5 r
o e b 1.0 T [P [PPSO O S O] (P> o P,

Side chain or base 20 L

0 =0.1151A 3.0 —
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation E

e "I TITHIA™ " THT

H>30 @>15 15
Backbone 1.0

o 0.5
3. Density index

Sidechainorbasegg#wumww V& I OO ru D:I—I_]_W—H—I_qu W%
<Dens> = 0.0897,0 = 0.0253 15

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

1.00

MéKGTDI PSlYgGAYLVLGLAQ_L 1 SLAVVVYSRWERHKKATL}PT TSAAVTGAAPPQFDPIAAEKGFKPLHSHG
residue number < P} © ~ @ 8 3 g
— — — — —
D

chain identifier C
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Local estimation (8)

V NA. (GLY) 3.0

S eeanananiiNsiNAIngNnetann=sunniinninlanniasnennuinnnainalantiannatessnann}
(S L o PO o S P S B [ L
o =0.1151A i

Side chain or base

M<0.38 0.801
Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

H>30 W>15 1-3*
Backbone 1.0

0.5
3. Density index E
Side chain or base g_) 8:
<Dens> = 0.0897,0 = 0.0253 15
m> 60. 60
Backbone 30
4. B-factor
Side chain or base 30.
60
1.00
5. Connect 0.50- -
TLFKTERYFAAAMVPLTPAAY FTHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY T ETAC
residue number Q Q [ D Q
[re] © ~ @© o S a o
chain identifier D
V N.A. (GLY) 3.0 r

e R | Toe o
1. Shift

o 1_&]@@]]]:1]}@@:?@]]]33 =V Ve MO

Side chain or base 20 L

0 =0.1151A 3.0 -
m<o0s 0.807 i
Backbone 0.90+ r

2. Density correlation

e ) L i i e B s

H>30 H>15 1

3. Density index =
Side chain or base g gj U uJ—LLUJ L\—U UJ W W W UJ_U\/ VU VBT O U U—U—‘_I::

<Dens> = 0.0897,0 = 0.0253 1 5 L

> 60. e
4. B-factor Ll
60. Ll

1.00 "
5. Connect 0.50 H

LLAGLLYFNEHDVGLTRAFEMVWEL| [AQYKVIDHAYDVVI IGAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHT
Q = o™ ™ [32) (32} ™

residue number 3] <

1 3 m < o © N~

chain identifier D E
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Local estimation (9)

Backbone
2. Density correlation

0.80

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
Lt e b e e e O T O e e T e
. Shift
=V
Side chain or base %87 L
0 =0.1151A 3.07 —
E<o0.8

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0897,0 = 0.0253

> 60.
Backbone
4. B-factor
Side chain orbase Som
60.
1.00 L] —
5. Connect 0.50- -
TAAQGGINAALGSMNPDDWKWHFYDTAKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFSRTPEGKIYQRSFGG]
residue number 2 2 By 29 Q 2 Q 3
- — - - - -
chain identifier  [E
V N.A. (GLY) 2-8* r
Back >l [
) ackbone 104
1. Shift e
Side chain or base 1-07
2.0+ =
0 =0.1151A 3.0~ =
m<os 0.807 r
Backbone

2. Density correlation

Side chain or base).9l

O'Q&Mwmmf
1

Tt T T

0.8
H>30 H>15 %'8: -
- o Bgckbone 054 B
. Density index T= .
e | T Ll Nl | i
<Dens> = 0.0897,0 = 0.0253 1:57 =
W > 60. o0
Backbone 30_
4. B-factor
Swie chain orbase 30E-vlvv-v-v-.v-v-z
60.
1.007
5. Connect o.s&w |

residue number

chain identifier
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Local estimation (10)

Backbone
2. Density correlation

0.904

M MMM
Side chain or baseO_g(rT I D I] vI I D D I I D L
0.80- L

VNA. (GLY) 2-8: B
- Backbone 10 L
1. Shift
i i 1.0+ o
Side chain or base 204
0 =0.1151A 3.0~
m<o0s8 0.804 r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0897,0 = 0.0253

N O OO
FICTH P U W 19901 T =

Il > 60. .
Backbone 30.
4. B-factor
60.
1.00 T
5. Connect 0.50- -
RTIVATGGYGRAYFSCTTAHMNTIGDGTALATRAGIALEDLEF I QFHPTGIYGVGCL ITEGSRGEGGFLVNSEGER
residue number g Q 8 8 Q g 8 8
N [aV) N N N N N o™
chain identifier ~ |E
VNA. (GLY) 39 L
LT Yo e s e e e e e e e e T
1. Shift = r
) _ 1 o R A TR P P MM R P MO VPR
Side chain or base 20 L
0 =0.1151A 3.0~ =
m<o08 0.801 i
Backbone 0.90+q r
2. Density correlation E I:D —D:]]:D TIT:IVD—:D .:D:. VWEE

0.80-

H>30 E>15 e
3 Densityir:acﬁiwek)t(mne >
Sidechainorbasegg# U_UUU LLU ﬂ WWUHWMWWU—NU L‘_ut
<Dens> = 0.0897,0 = 0.0253 1.5
> 60. 60.
4. B-factor
60.
1.00+
5. Connect O'S&W i

residue number

chain identifier
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Local estimation (11)

Backbone
2. Density correlation

0.80+
- wnlﬂum—kmw
His O =
= ED:D:V =
Side chain or basm_g&wﬁvm DTEI:I:WV:.:VD] w [I:Dj M :'—I:I:F,
0.80-

VNA. (GLY) 39 B
- Backbone 1:07 |
1. Shift
: ; 1.0+
Side chain or base 204 L
0 =0.1151A 3.0- -
m<o0s8 =

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0897,0 = 0.0253

L5
1.0
0.5+

I TR N T
ol PTIF " U0 T TITFY U0 If"rp=™

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-'m-
60.
1.00 — ]
5. Connect 0.50- W -
PVIPTVHYNMGGI PTNYKAQV IKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKEE
residue number 3 2 2 9 Q 3 Q 3
™ ™ < < < < < <~
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1151A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation =
~meeen QL ST T HITT T T
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0897,0 = 0.0253

15
1.0

(ﬂw ULWWLFUUU I U_PU = WL#U”JE

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

residue number

chain identifier
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Local estimation (12)

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

; i 1.0+ B

Side chain or base 204

0 =0.1151A 3.0-
m<o08 0.80 r
Backbone 0.90+ I

2. Density correlation

0.8 —

W>30 W>15 1-3’ L
Backbone 1.04 —H_W:

3. Density index

Side chain or base 28: W \_UJ :D] u LF U D H D D:l D L
<Dens> = 0.0897,0 = 0.0253 1.5

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

KTTDRSLIWNSDLTESLELQNLMLNATQTIVAAENRKESRGAHARDDFPKREDEYDYSKPIEGQTKRPFEKHWRK
[} ™ [32 ™ ™ [} [s2} [s2]

residue number o < e © ~ 0 o S
[¥e] [te] [Te) [¥e) o [1e) 9] ©

chain identifier  [E

VN.A. (GLY) g-g: L
g packbone Lo e T e b o e s e e e e e e T T

1. Shift & r
) ) 1_0,wmmqfimw [ D:‘ ] 1 VI FIEVL

Side chain or base 20 L

0 =0.1151A 3.0- —~

m<o0s8 0.80 r
packbene Olg&ﬁﬂﬂm Irﬂ_i—rl—ﬁ—m_m:—v—»—mm—ﬁi

2. Density correlation =

0.80- =

W>30 @>15

15
1.0
0.5

Backbone

3. Density index

AN AT AR TN O
Sidechainorbase%gJ uLHLm el F WUM UJ LUMUJUJ_UJLH/UULH_MUU_IVE

<Dens> = 0.0897,0 = 0.0253

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

1.00
5. Connect 0.501 -

HTLTKQDPRTGHITLDYRPVIDKTLDPAEVDWIPPI IRSY
[32] [2¢] (32 (8]

residue number 9 « [+2) <
© © © ©

KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCG
92 () [o2] ™
92} < n ©
F

chain identifier E
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Structure Factor Check
3VR9

Local estimation (13)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1o [T [V [ P B [ e e |
Side chain or base 20 L
0 =0.1151A 3.0- —
m<o038 0.807

ackhone me ;_%Mﬂ 7

2. Density correlation -

SN L S ) L |
0.80- [

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0897,0 = 0.0253

FRrO oRk

W> 60. 60.
Backbone 30.

4. B-factor
Slde Chain x base 30-Iv-v_:-
60.

1.00
5. Connect 0.50 S

TMVLDALIKIKNEVDPTLTFRRSCREGI CGSCAMNIA(%ENTLACI CN“I')DQNTSKTTKOI”YPLPHMFVIC}SJDLVPDMN

residue number N\ a9 @ S N1 ~ R
~ © © = — — —

chain identifier  [F

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
0 =0.1151A

[W<o0.s8 0.801
Backbone 0.90+

2. Density correlation
Side chain or base).90

0.80

W>30 H>15 L r
Backbone é B
3. Density index =
]
sueennrn 93| ] U PTEC TP OF [P~ 0|
<Dens> = 0.0897,0 = 0.0253 15 L
60

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

1.00
5. Connect 0.50 -
LFYAQYASIQPWLQKKTKINLGEKQQYQSIKEQEKLDGLYECILCACCSASCPSYWWNADKYLGPAVLMQAYRW I
i (32} [0 [32] (2l (32 (a2} [s2} o
residue number < 9 o ~ 0 & S 1
- — — - - — N N

chain identifier F

SFCHECK 7.04.09




Structure Factor Check
3VR9

Local estimation (14)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base
0 =0.1151A
m<o08 0.80

Backbone 0.90+

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

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0897,0 = 0.0253

> 60.
Backbone 30.
4. B-factor
Side chain orbase 30. -__ -
1.00
5. Connect 0.50- -
IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN| [EKTPIQV
residue number Q 2 Q b 3 Q S8
N N N N N N
chain identifier  [F G
V N.A. (GLY) 3.0+ r

A e=nasmannaiannndndiasancanadnalnasnnninanninaletinn=i=Vean=snusahnuann=stl}
1. Shift

10*J U]MHJ—LUJ L—HDjDﬂ Y Lﬂ VELLT M H MV Q D:D:El FD; ;Dq L

Side chain or base 20 L

0 =0.1151A 3.0- =
m<o08 0.801 i
Backbone 0.90+ r

2. Density correlation E

YRR N =
Side chain or base0.90+ U_'—'—U WHM vI—I—\—IvVIvI:]:I=I:l:':III:D::IVDVZI:[IE
0.80-
H>30 H>15

Backbone

3. Density index

o+ I (T TITIT (TN T 0. ;- [
0.
B ol o L B ol ORIl

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

1.00+ 1]
5. Connect O'S(J -
WGWDYLMRQRALKRPIAPHLTIYKPQMTWMV SGLHRVTGCAMAGTLL | GGVGFSVLPLDFTTF;/',EFIRGLGI ng
i < <t < < < <
residue number 3 ) > ~ P > S :

chain identifier G
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Structure Factor Check

3VR9

Local estimation (15)

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

i i 1.0
Side chain or base 204
0 =0.1151A 3.0

=i
=T

m<o0s8 0.80 r
Backoone OIQGM TMM———I—\ ]
i ] _m

2. Density correlation

e, . R i N | 2 j I

Hl>30 @>15 %g
Backbone O:5

3. Density index e
Side chain or base 28:

<Dens> = 0.0897,0 = 0.0253 IL5-

00 N O Ty
NIRRT T AT LR e i ||

|

Backbone 30.
4. B-factor
e I I I R
60.

1.00

5. Connect 0.50

residue number

chain identifier |G

ILDTFKFIIAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKATLPT]
< <~ < < ~ < <

N
—

™ < Ie} © ~ o)
— — — — — —

i
H

V N.A. (GLY) 3.0 r
Backbone %'0:
1. Shif E
Shift _ . Lo TEFIV
Side chain or base 204
0 =0.1151A 3.0- =
m<os 0.807 r

Backbone 0.90+1

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

mmmﬂmm
L s L R ol D |

W>30 W>15 1.57

1.0
Backbone 05

3. Density index -

Ml el 0wl
et D R I DR ITT R | T

=R 60.
M
4. B-factor
60.
1.00
5. Connect 0.50 ] i

residue number

chain identifier H

AAVTGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLI PAAYFIHGREMDLCLALALTLHVHWGVWGVV
[} [o0] [o0) o2} [o0] [oe)

[os)
™

< [Te) © N~ [¢¢] o
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Structure Factor Check

3VR9

Local estimation (16)

Backbone 0.90+

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

V NA. (GLY) 3.0
Backbone 2.0
_ 1.0- 0 m

1. Shift
: : 1.0+
Side chain or base 204
0 =0.1151A 3.0~
m<o038 0.80

W>30 W>15 1-8’
Backbone 1.0

" 051
3. Density index E
Side chain or base

0.5
1.0+
<Dens> = 0.0897,0 = 0.0253 1.5-

Side chain or base 30.

B> 60. 60.
packbone 30_ I I
e M'-

—

60.
1.00
5. Connect 0.50
NDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL
residue number EY * X Y %.O
- — — i -

chain identifier ~ |H

> _702-]

[@ 3011

[@ 3021

[@ 3031

[© 2011

(O 2021

VNA. (GLY) 3.0 B
Backbone 58: B

. . 1.0 r

Side chain or base 20 L

0 =0.1151A 3.0- -

m<os 0.8
Backbone 0.9 [
B = O — — — @=m O L

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

m>30 E>15 1 r
Backbone 054 D

3. Density index -

Side chain or base

0.5+
1.04 -
<Dens> = 0.0897,0 = 0.0253 1.5- L

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

Side chain or base 30.
60.

1.0
5. Connect o.sq
]

residue number

[T 2011 H

(@ 201-]

(M _701-]
(M _702-]
M _301-]
[M_302-]
[M_303-]
(M _304-]

~
2
chain identifier E
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