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

Structure Factor Check
3VRS

Title: MITOCHONDRIAL RHODOQUINOL-FUMARATE REDUCTASE FROM THE PARASI
NEMATODE ASCARIS SUUM
Date: 07-APR-12
PDB code: 3VRS8
Crystal Structure Factors
Cell parameters: Input
a: 12371 A b 129.09A ¢ 22117 A Nominal resolution range: 48.6 - 2.81 A
a: 90.00 B: 90.00 ¥ 90.00 Reflections in file: 80036
Space group: P 2121 21 Unique reflections above 0: 80036
above b: 78869
above &: 48126
SFCHECK
Nominal resolution range: 48.6 - 2.81 A
\O5max. from input data, min. from author\05
Used reflections: 80028
Reflections out of resolution: 8
Model Completeness: 92.2 %
18232 atoms R_stand(F) = g(F)>/<F>: 0.082
Number of chains: 24 Anisotropic distribution of Structure Factors
Volume not occupied by model:  55.8 % ratio of eigen values: 1.0000 0.9302 0.968
<B> (for atomic model): 92.2 AN B_qverall (by Patterson): 57.AN2]
o(B): 7.56 Ar2 Optical resolution: 221 A
Matthews coefficient: 3.46 Expected opt. _resol. for complete data set: 2.21
Corresponding solvent % : 64.16 Estimated minimal error: 0.074 A
Model vs. Structure Factors
R—factor for all reflections: 0.298
Correlation factor: 0.868
R-factor: 0.309
for F>2.00
nom. resolution range: 48.56 — 2.81A
Refinement reflections used: 78861
Rfree: 0.358
Program: REFMAC 5.5.0109 Nfree: 3965
Nominal resolution range: 48.6 - 2.81 A| R-factor without free—refl.: 0.306
Reported R-factor: 0.231 Non free-reflections: 74896
Number of reflections used: 76011 <u> (error in coords by Luzzati plot): 0.546
Reported Rfree: 0.30 Estimated maximal error: 0.223 4
Sigma cut-off: N.A. DPI: 0.409 A
Scaling
Scale: 0.797
Bdiff: -9.60

Anisothermal Scaling (Beta):
2.0022 1.0755 1.1452 0.0000 -0.0000 -0.4

Solvent correction — Ks,Bs: 0.497 250.099

= =

SFCHECK 7.04.09

00




Structure Factor Check
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Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
N 1_O,WMWMWWLUWMq,
Side chain or base 204 L
0 =0.0983A 3.0° —
m<o038 0.807

Backbone 0.90+
2. Density correlation -

IT VAR VAVARY = | :'VIV Vm‘:!r:‘:l:‘:'m VAV F\r:D:IIF;"
Side chain or base0.90+ L
0.80- L

H>30 W>15 1.59
Backbone

3. Density index

7 o v = L
Side chain or base QS:Z—D—D:D_I u/ W \/u -
<Dens> = 0.0737,0 = 0.0221 15 —
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -
AQYKVIDHAYDVVITGAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGGINAALGSMNPDDWKWHEVDTA
residue number £ Q R 3 2 2 & =1
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0983A i
m<o038 0.8 [

Backbone 0.9 -
2. Density correlation

0= ﬂ = I ;I T I I I I I I
Side chain or baseO.QE))] I D I I lj:—l i
0.8 :

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0737,0 = 0.0221

SIS O O | A O O
Sidechainorbase%gﬂ VULULUMUW ULU—M—U—U U_IV it | m mm&

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

1.00 o
5. Connect 0.50+ k M -
KGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFSRTPEGKIYQRSFGGQSNNYGKGGVAKRTCCVADRTGHSMLH
residue number Q & Q Q 8 8 ﬁ’
— — — — — — —

chain identifier ~ |A
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Local estimation (2)

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

1 O—WMWWMMWMLmef
Side chain or base 204 L

0 =0.0983A 3.0-
m<o038 0.807 i
Backbone 0.904 i

2. Density correlation

el TP FPEF 0

H>30 E>15
Backbone

3. Density index

Side chain or base

L | TH
§?IVEMIFU v T TTAR N T

<Dens> = 0.0737,0 = 0.0221

L,
L,
0.
0.
1.
L,

Il > 60.
Backbone
4. B-factor
1.00
5. Connect 0.50- -
TLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNTIGDGT
residue number g 8 8 2 R g g g
~ - N [aV) N N N N
chain identifier ~ |A
VNA. (GLY) g-g’ r
Backbone '0:
1. Shift r
10*\—] q U—ULU—HJ:D:DDJ H DJMLEDEDEDD:DH F] H D:H:q,
Side chain or base 20 L
0 =0.0983A 3.0- =
m<o08 0.801 i
Backbone 0.90q r
2. Density correlation == L
0.80- -

H>30 E>15 %
Backbone 0
3. Density index
' I [
Sidechainorbaseg 0 U U U U u/ U LMJ W U—u/ LH—U U U U U U O
<Dens> = 0.0737,0 = 0.0221
W > 60.
Backbone 30,
4. B-factor
Swie chain orbase 30E-v_vlvlv-vlvlv_
60.
1.00
5. Connect 0.50 | B
ALATRAGIALEDLEFIQFHPTGIYGVGCLI TEGSRGEGGFLVNSEGERFMERYAPKAKDLASRDVVSRAETIEIM
residue number 3 Q 2 By 3 « {
~ o~ I3 13\ 3] ™ ™
chain identifier ~ |A
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Local estimation (3)

Backbone
2. Density correlation

0.80-

OIQGMMW r—»—.—l_’—l_U_L—l_l—’TLi

Sl 1 LT} il Lo g
0.80

V NA. (GLY) 2-8: r
- Backbone 1:07 L
1. Shift
: ; 1.0+ F
Side chain or base 20
0 =0.0983A 3.0-
l<08 =

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0737,0 = 0.0221

> 60. b
Backbone 30.
4. B-factor

Side chain orbase 30Elvlvlv_-v_v-

60.

1.005 L]
5. Connect 0.5(J -
EGRGVGPEKDHIYLQLHHLPAEQLHQRLPGI SETAKIFAGVDVTKEPIPVIPTVHYNMGGI PTNYKAQV IKYTKE
residue number 3 Q 4 3 Q 3 2 2
%] ™ ™ ™ ™ ™ ™ <
chain identifier ~ |A

V N.A. (GLY) g-g: r
T O e e e e e T T O e L T e b
1. Shift & =
) _ 107“@@—&@@%@%@%,
Side chain or base 204 L
0 =0.0983A 3.0- =
m<os 0807 r
Backbone 0,9&4_r =
2. Density correlation il - L
Side chain or base).90 -
0.80- — -

H>30 @>15
Backbone

3. Density index

Sidechainorbaseg'gi LU uI\A—ULu u\/ U\/I_Lu UU vu_|_r LUUU_H UU_M_M_LU Uu t
<Dens> = 0.0737,0 = 0.0221 1.5-
B> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.-
60.-
1.00+ L
5. Connect o.s&T | | || M H

residue number

chain identifier

SFCHECK 7.04.09
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Local estimation (4)

VNA. (GLY) 3.0
T Nnasuse=suiiNnsln=Naseeasuaninaln=taiuiianinn=annn=yznunn=al i nn)NnnAnzaali}
1. Shift
) . 1_0,MMMM%MMM—MMMMUJMMH,
Side chain or base 20 L
0 =0.0983A 3.0

m<o038 0.804
Backone O'QGMMWL[I% L M%Mm

2. Density correlation -

=
Side cheln or base0.90] I I I I H vm]jv‘ Dv|:1:lq]_I:I:l:l:I—=Q:I:|:[=\:.:‘:I:I=I|:I:I:I L
0.80- -

W>30 @>15 1-3’
Backbone 1.0

. . 0'57
3. Density index &

E = = =
Side chain or base ggiwl_m_m—m U\/ U u m m m D ﬂ:
<Dens> = 0.0737,0 = 0.0221 1.5 —

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50- -
ANGDVPTAELRLTMQKTMQKHAGVFRRGDI LAEGVKKMMDL SKELKRLKTIDRSL IWNSDLTESLELQNLMLNAT
: o ™ ™ ™ %) V] ™ ™
residue number |y o o 1 I o < e
53 < e} 0 n [¥e] [T} n
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0983A
m<o08 0.801 i
Backbone 0.90q r
2. Density correlation E =
wecesd T THE O W RPN
0.80- -

E>30 H>15 %8
Backbone 05

3. Density index

AN TN A0 AN AN 77 A N O
Sidechainorbase%gf . U UW LHJJ uI:I ICH LUM/UUUJH UJ E

<Dens> = 0.0737,0 = 0.0221 1.5
> 60. 60.
Backbone 30.
4. B-factor
Swde chanorbase 30--
60.
1.00 —
5. Connect 0.50 -
QT IVAAENRKESRGAHARDDFPKREDEYDYSKPI EGQTKRPFEKHWRKHTLTKQDPRTGHI TLDYRPVIDKTLD P
i [2d (a2} [s2} ™
residue number 8 N o'} 8 o ~ &’
e} n Ire) n © © ©

chain identifier ~ |A
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Local estimation (5)

VNA. (GLY) 2-8: L
L P o e e I

1. Shift

, . 1.0 LA

Side chain or base 20 L
0 =0.0983A 3.0- —
m<038 0.80 i
Backbone 0.90+ I

2. Density correlation -

[T =
Side chain or base).90 I I] p W I—‘_'_'_H_U_LI_]_Iﬂ/—‘—l:I I I I I H
0.80-

H>30 E>15
Backbone

3. Density index

5]
.0
45

Side chain or base

<Dens> = 0.0737,0 = 0.0221

FRO ORR

)7 TRERTREY Ty EECITEREY o FEEERCATIRY P e
PP 07 "0 FECTIE T 0P T

H>60. 60.
packbone 30- _
4. B-factor =

60.

1.00
5. Connect 0.50- -
AEVDWIPPIITRSY] [KRIKTFEIYRFNPEEPGAKPKLQKFDVDLDKCGTMVLDALIKIKNEVDPTLTFRRSCREG
residue number 3 Q 8 Q ¥ 3 Q ¥
%} ©
chain identifier ~ |A B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0983A
o Olg&mﬂfmﬁmm%%ﬂrlﬂmi
Backbone 0.90+ L
2. Density correlation E q:D — L
Side chain or base).90+ I VD:T W T—uJ—I:TIMIif
0.80- L

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0737,0 = 0.0221

T, (T T I -
Sidechainorbase%gmwu/uu UWU—UU‘LU o= [ mu ULUIU—UULLUHMLE

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

1.00
5. Connect 0.50

CGSCAMNIAGENTLACICNIDQNTSKTTKIYPLPHMFVIKDLVPDMNLFYAQYASIQPWLQKKTKINLGEKQQY
[se] [32] ™ (3] (8] (92} o

I
residue number 3 =) - « 32} < [t} ©
— - — — - — —

B

chain identifier
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Local estimation (6)

V NA. (GLY) 3.0

pecktone %:S:WWWTWWWWWWW
1. Shift

o =0.0983A

1 o PO o R PO SO e =1
Side chain or base 204
3.0

m<o08 0.80
Backbone 0.904

2. DenS|ty correlation ZM
s [P T 1" T WIFITT PTT 1
0.80-

oy, NN W

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

o 0.5+
3. Density index

<Dens> = 0.0737,0 = 0.0221

Sidechainorbaseflzé —D—w W U—U m J I:’—D] UJ o

| el ] L

Side chain or base 30.

> 60.
Backbone
e -——-

1.00

5. Connect 0.50

residue number

chain identifier B

~ [ce) (=) o
— — — N

Qs KE&EKLDGLYECI LCACCSASCPSYWWNADKYLGPAVLMQAYRWI IDSRDDSAAERLARMQDGFSAFKCHTI
[} [s2} ™ ™ [ ™

- N [2¢]
N N N

V N.A. (GLY) 3.0+ r
Backbone 2'8:
1. Shift & =
o L P P R L PO [ P O O [T
Side chain or base 204
0 =0.0983A 3.0~ —
m<o08 0.801 r

ey kel L N0 ol o A0 . el L 0 o0

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

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0737,0 = 0.0221

e R AR RSN VTR
w 11" 1 W NOIF Ty oy ey |

W > 60.
Backbone
4. B-factor
1.00
5. Connect 0.50- B L

M
residue number
N
B

chain identifier

NCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN
o [32] o™

n [{e] N~
N N N

EKTPIQVWGWDYLMRQRALKRPIAPHLTIYKPQM
g < < <
92] < Yo} ©

c
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Local estimation (7)

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

1. Shift
Side chain or base

o = 0.0983A

m<o08 0.80

Backbone 0.90+

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

0.80-

H>30 W>15 %g
o Backbone 0:5
3. Density index e
Side chain or base 28:
<Dens> = 0.0737,0 = 0.0221 1.5
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3O‘mT-_“
60.
1.00 -
5. Connect 0.50- -
TWMVSGLHRVTGCAMAGTLL IGGVGFSVLPLDFTTFVEFIRGLGIPWVILDTFKFIIAFPIAFHTLNGIRFIGF D]
residue number NS b S S 3 S S5
— - — -
chain identifier  |C
V N.A. (GLY) 2-8* r
et o T e T e D e e e e
1. Shift = =
: ) 1_071]; q D:D]VD:D v R D:E] FED:l l:] ﬂ VI l:q g]j; HIT=
Side chain or base 204 L
0 =0.0983A 3.0- =
m<os 0.807 r
Backbone 0.90+ -
2. Density correlation e =5 =
Side chain or base).90+ -
0.80 -

15

>3.0 >15
u - 1.0

Backbone

3. Density index

Sidechainorbase%g# v I U LU\/ U . " LU LUJ - u W UJ UJ_I\/ LI_U L
<Dens> = 0.0737,0 = 0.0221 15

4. B-factor L
60.

1.00 —
5. Connect 0.50 - -
MAKGTDI PSTYRGAYLVLGLAALISLAVVVYPRWERHKKATLPT| [TSAAVTGAAPPQFDPIAAEKGFKPLHSHG
residue number | I b S NS by ® 2 @
— — — — —
D

chain identifier C
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Local estimation (8)

V NA. (GLY) 3.0 [

T enefEnetaniiaalSERNnnii=nnn==nai=i=nilianiznceN=nnNiNnNnneen==ns=nn s Aanana]
1. Shift
) , 1_0,%MMM—MMULUW7
Side chain or base 204 L
0 =0.0983A 3.0

m<o0s8 0.80 r
2. Density correlation - = =
Side chain o,baseogﬂﬂ]fﬂ ﬂ]ﬂ ETI II[I{'ZDVWWWEI 1

0.80

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

. . 0‘57
3. Density index e

] Eq O
Side chain or base 28: U_ﬂ U LD]_D] W D_D_I W U/ UJ \/[U D—U\/LU_D:F[
<Dens> = 0.0737,0 = 0.0221 1.5

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

TLFKIERYFAAAMVPL I PAAYFIHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAYIFTAC
© o] © © © «Q © @

o - N
Lo © ~ © o =1 4 o

residue number

chain identifier D

VN.A. (GLY) 3.0 C
S T e e A e e e e T
1. Shift r
o chainorbase 10T EEE-CEEIVEC R - [ AV
Side chain or base 20 L
0 =0.0983A 3.0 —~
m<08 0.801 i
Backbone 0.904 r

2. Density correlation SolvEn
Side chaimor basw.g&:l] VI]:I:IZEIVD:I :[.== [F:[Dv T [l:lc[p—:[

0.80 I I I

m>30 M>15 %8
. o B;ckbone 0:5
. Density index
Side chain or base ggj LHJ U W LUJ U—LHJ W_\/LU W U UJ U W
<Dens> = 0.0737,0 = 0.0221 1:5

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

1.00
5. Connect 0.50 I -
LLAGLLYFNEHDVGLTRAFEMVWEL| [AQYKVIDHAYDVVI IGAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHT
i Q = o™ ™ [32) (32} ™
residue number ® 3 ¥ Q B 3 2

chain identifier D E
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Local estimation (9)

Backbone
2. Density correlation

0.80+ =
0.90+ L
= RV = T

Side chain or base0.90+ L
0.80- L

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
. ! 1.0+
Side chain or base 20 L
0 =0.0983A 3.0- —
E<o0.8

>30 W>15 © T r
> Density Side chain or base O'S:W v Q_LU ED:D—D—VDJJ m LDIEU—U D—EU [Dj—l_l\/ U D L
1.0+ =

<Dens> = 0.0737,0 = 0.0221 1.54 L
W> 60. 60.

Backbone 30.
4. B-factor =

~ [ T MO T T, T

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)

Backbone
1. Shift

Side chain or base
0 =0.0983A

Backbone 0.90+1 -
2. Density correlation E

Side chain or base).90+ I l:I:’:'—I W W I I I [

0.80-

H>30 @>15
Backbone

3. Density index

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

<Dens> = 0.0737,0 = 0.0221

8 AT
L T | e L il |

B> 60. 60.
Backbone 30.
4. B-factor
TN AT T AT AT O OAC
60.
1.00
5. Connect 0.50 H

residue number

chain identifier
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QSNNYGKGGVAKRTCCVADRTGHSMLHTLYGNSLRCHCTFFIEYFALDLLMDKGRCVGVIALCLEDGTIHRFRSK
[32) (2l (32 [a2) [se] o (8]
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Local estimation (10)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) ) 107%%—@%%7
Side chain or base 20 L
0 =0.0983A 3.0- —
m<038 0.80

e >% M H_ﬂjmmmﬂ, e o eenla [ _m ﬂfﬁ w:

2. Density correlation -

EVAvanv=] = v=
Side chain orbaseO,g(yT 9 ‘IIjV v ] p_u_u_rumvl—w]_le W
0.80
l>30 @>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.0737,0 = 0.0221

Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50- -
RT IVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLI TEGSRGEGGFLVNSEGER
residue number g Q 8 8 Q g 8 8
N [aV) N N N N N o™
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0983A
m<o08 0.801 i
Backbone 0.90q r
2. Density correlation E =
Side chain or baseo.Q(F:I=D:I 1 " u q]:IJM/IW [._[ﬁ[DVD—ﬁ:I [I] I:’
0.80- -

H>30 E>15 %-5
Backbone 0

3. Density index

<Dens> = 0.0737,0 = 0.0221

sidechainorbase(%gJu_uuuu LLr I HMWWLULUJ MU\/WLU\/UJLU t

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

1.00 o
5. Connect 0.50+ -
FMERYAPKAKDLASRDVVSRAETIEIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGI SETAKIFAGVDVTKEPI
residue number 9 Q 8 Q m @ R
[s2) ™ 3 [s2) ™ o [s2)

chain identifier E
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Local estimation (11)

VNA. (GLY) 2-8: L
L P Lo e e T e A
1. Shift

o 1o ANV A MV H M VA AV VRO A VO
Side chain or base 20 L

0 =0.0983A 3.0-
m<o8 0.801 i
Backbone OQQMWM |
2. Density correlation - == L
Side chain or base0.90+ I I I I I I I I D:l] ﬂVD I]F.:*
0.80- -

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0737,0 = 0.0221

peo opp

AR O A0 AT A oy
FF[I]WU = = UWFQVUML[DWU ] o7 "= E

155
.0+
L

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3Om
60.
1.00 W,
5. Connect 0.50- -
PVIPTVHYNMGGI PTNYKAQVIKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKE E|
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 =0.0983A
m<os 0.8 r
Backbone 0.9 =

2. Density correlation

Side chain or base).9l

ol o il ol Weolaie ol Lolln. J
I 11 T°T ITTF WP W

0.
m>30 W>15 L
Backbone é
3. Density index ' o =
Sidechainorbaseg'gju u HM w ULWU—M U—UU LH—U u VUUU\/ m t
<Dens> = 0.0737,0 = 0.0221 1:5
B> 60. 60.
BaCkbone 30‘_
4. B-factor
Slde Chain x base 30.-vlv-v_v-v-v-
60.
1.00 I
5. Connect 0.501 |

residue number

chain identifier
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Structure Factor Check
3VRS8

Local estimation (12)

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

1.0+ T

Side chain or base 204

0 =0.0983A 3.0-
m<o08 0-8 r
Backbone -

2. Density correlation

S | i Dl ) 1

H>30 E>15 15
o Backbone ég
3. Density |r:3::>§ham o0 5WD—[D i Lp ERE =V LU_M D‘D—D:I:DT Ve i
1.0 I L
<Dens> = 0.0737,0 = 0.0221 1.5 —

Side chain or base 30.

> 60.
Backbone 30_
e _-

60
1.00
5. Connect 0.50- -
KTTDRSLIWNSDLTESLELQNLMLNATQT IVAAENRKESRGAHARDDFPKREDEYDYSKPIEGQTKRPFEKHWRK
: V] ™ ™ ™ ™ ] ™ ™
residue number o < e © ~ 0 o S
[¥e] [T} n 0 o n e} ©
chain identifier  |E

VN.A. (GLY) g-g: L
] packbone 1:°’+rmﬂ—r1_mﬂ—rmﬂﬂﬂ—rrrrm—mﬁmﬂ oo Mo B e

1. Shift T
1o T MO O P [ O VO =

Side chain or base 20 L

0 =0.0983A 3.0- =
m<o08 0.801 i
Backbone 0.90q [

2. Density correlation =

Side chanr basw.g& I I I I I u I W \_I—IT—I:IJ_[—\_LIJ_[—\/ l:|:._[D_I_I:]]—V7
0.80- L
H>30 E>15

Backbone
3. Density index

Side chain or base

O A AN O ”UUUUUUURRDND N
JF WUTES 0 QPF™ 7 950 Wi i

<Dens> = 0.0737,0 = 0.0221

W > 60.
Backbone
4. B-factor
Suie chain erbase 30 -— -
1.00
5. Connect 0.50 -
HTLTKQDPRTGHI TLDYRPVIDKTLDPAEVDWIPPI TRSY] [KRIKTFEIVRFNPEEPGAKPKLQKFDVDLDKCG
residue number a Q 3 Q o (] ™ ™
b a 3 3 %) < [¥e] ©
chain identifier ~ |E F
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3VRS8

Local estimation (13)

Backbone
2. Density correlation

0.90+

N NPT R o N N
sl | PP TR T TTTITTIFFT HY ¢

VNA. (GLY) 2-8: N
] packbone 1ZO’WWWWWWWW’

1. Shift
o cha 1.&%%%%%&%%%—
Side chain or base 20 L
0 =0.0983A 3.0 =
m<038 0.80 r

W>30 @>15 %g
Backbone 0:5
3. Density index &
Side chain or base 28:
<Dens> = 0.0737,0 = 0.0221 1.5-
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- -
TMVLDALIKIKNEVDPTLTFRRSCREGICGSCAMNIAGENTLACICNIDQNTSKTTKIYPLPHMFVIKDLVPDMN
residue number Q ! 2 3 ] Q &
— - — -
chain identifier  [F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0983A
m<o08 0.801 i
Backbone 0.90q
2. Density correlation E
Side chain or base).90
0.80-
E>30 H>15 L
Backbone é
3. Density index
Sidechainorbaseg'gjﬂljzl H U_UJJMVUU ULMW ._IZI_I]_[IJUULUJJ U_ut
<Dens> = 0.0737,0 = 0.0221 1.5
H>60. 60.
4. B-factor
60.
1.00 —
5. Connect 0.50 -

residue number

chain identifier
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Structure Factor Check
3VRS8

Local estimation (14)

2. Density correlation

Side chain or base0.90+

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

1.0 r

L maninsl
) ) 1_0,%%—&%@%% LLJ_u_l—L,
Side chain or base 20 L
0 =0.0983A 3.0- —
m<038 0.80 i
Backoone 099 M%Mﬂmm H—W—;_l_\ Mi

0.80-
H>30 W>15 %g
o Backbone 0:5
3. Density index 0s] B o
Side chain or base 1.04
<Dens> = 0.0737,0 = 0.0221 1.5
W> 60. 60.
packbone 30_ -
4. B-factor
Side chain orbase 30-__ -
60.
1.00
5. Connect 0.50- -
IDSRDDSAAERLARMQDGFSAFKCHT IMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN] [EKTPIQV
residue number Q 2 Q b 3 Q S8
N N N N N N
chain identifier  [F G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.0983A
m<os 0.807
Backbone 0.90+
2. Density correlation E Beaa= o =
Side chain or base).90+ -
0.80- -
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0737,0 = 0.0221

N =T

”W]U 1

W AT |

R D LI

B> 0. 60.
4. B-factor
60.
1.00 x
5. Connect 0.50 H

residue number

chain identifier
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Structure Factor Check
3VRS8

Local estimation (15)

V NA. (GLY) 3.0 r
Backbone %8: B
1. Shift m
Side chain or base %S:M—MHMM—MMWM -
0 =0.0983A 3.07 —
m<o0s8 0.80q r
Backbone 0.90+ |

2. Density correlation =

e | e T

H>30 m>15 0
Backbone 0.5

3. Density index L
Sidechainorbaseg_):gi q]J LD—‘:I VEd VI_D u\/ I_[I MD \ﬂmm—ﬂmtq] .I:

<Dens> = 0.0737,0 = 0.0221 1.5-

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 +
esidue number TLDTFKFI I AFPTAFHTLNGIRFIGFDMAKGTD I PSTYRGAYLVLGLAALTSLAVVVY FRWERHKKAT J)SAAV
3 a 3 4 S S N
chain identifier |G H

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
c = 0.0983A
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation i L
0.80- L

H>30 W>15 L
3. Density index
Sidechainorbaseg'gjvl_r—‘—UJUUJ \A_LUU_U\/UH U_U—”_H UJ UUJWUUUU u W ULE
<Dens> = 0.0737,0 = 0.0221 15
B> 60. 60.
4, B-factor
60.
1.00
5. Connect 0.50+ m -

TGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLI PAAYFIHGREMDLCLALALTLHVHWGVWGVVNDY
o} [oe) [o0] [o0} © [os] [ee}

residue number 3 2 s} © ~ @ °©

chain identifier H
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Local estimation (16)

V NA. (GLY) 3.0

pecktone L i brrrd TH e e o e e H
1. Shift - Us =

i i 1.0+

Side chain or base 204

0 =0.0983A 3.0-
m<o08 0.804
Backbone 0.90+

=

2. Density correlation -

=
Side chain or base0.90-| I o D:[I ﬁ:I VIJ]]_DTIVI:D [I:Iq
0.80-

H>30 @>15 %g
- o B;ckbone O:5 D
. Density index ED:l D:r -
Side chain or base 88: VI_HJ mu I LLD—LI_]J
<Dens> = 0.0737,0 = 0.0221 1.54

Side chain or base 30.

B> 60. 60.
packbone 30_ I I I I
e W-v-v-v-v-

60.-
1.00
5. Connect 0.50-
GRPFVLGDTLAAAVRVGAY IFTACLLAGLLYFNEHDVGLTRAFEMVWEL ]
residue number X X 3 X g g 32 g g g
= — — - — MmN NN
chain identifier ~ |H E E E E C E
V N.A. (GLY) 3-8* r
Backbone 1'0: [
1. Shift Sl I (R 0o 0 [
) ) 1.0 L
Side chain or base 204 L
0 =0.0983A 3.0- -
m<os 0.807 r
Backbone 0.90 D [,
2. Density correlation == - - -0 =
Side chain or base).90 -
0.80 -

m>30 E>15 1 r
Backbone 05 L

3. Density index - =

Side chain or base

[

0.5+
1.04 -
<Dens> = 0.0737,0 = 0.0221 1.5- L

B> 60. 60.
Backbone 30_] I I I I I I
4. B-factor

60.

1.0
5. Connect o.sq

7011

residue number

Side chain or base 30. {
B
=
N

M _702-]
(@ 201-]
[ 202 ]

[M_302-]
[M_303-]

(M 301

chain identifier
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