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

Structure Factor Check
3VRA
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Title: MITOCHONDRIAL RHODOQUINOL-FUMARATE REDUCTASE FROM THE PARASI
NEMATODE ASCARIS SUUM WITH THE SPECIFIC INHIBITOR ATPENIN A
Date: 07-APR-12
PDB code: 3VRA
Crystal Structure Factors
Cell parameters: Input
Al 22 B2AARE D132, 25 AR G220 58 A Nominal resolution range: 49.7 - 3.44 A
a: 90.00 B: 90.00 i R Reflections in file: 43349
Space group: P 2121 21 Unique reflections above 0: 43349
above b: 42401
above &: 25401
SFCHECK
Nominal resolution range: 49.7 - 3.44 A
\O5max. from input data, min. from author\05
Used reflections: 43348
Reflections out of resolution: 1
M odel Completeness: 89.5 %
18262 atoms R_stand(F) = g(F)>/<F>: 0.097
Number of chains: 24 Anisotropic distribution of Structure Factors
Volume not occupied by model:  56.4 % ratio of eigen values: 0.9350 1.0000 0.943
<B> (for atomic model): 96.7 A2 B_qverall (by Patterson): 68.A"2)
o(B): 4.70 AN2 Optical resolution: 255A
Matthews coefficient: 3.50 Expected opF. _resol. for complete data set: 2.55
Corresponding solvent % : 64.62 Estimated minimal error: 0.149 A
Model vs. Structure Factors
R—factor for all reflections: 0.301
Correlation factor: 0.797
R-factor: 0.307
for F>2.00
nom. resolution range: 49.72 — 3.44A
Refinement reflections used: 42399
Rfree: 0.358
Program: REFMAC 5.5.0109 Nfree: 2169
Nominal resolution range: 49.7 - 3.44 A| R-factor without free—refl.: 0.304
Reported R-factor: 0.205 Non free-reflections: 40230
Number of reflections used: 41132 <u> (error in coords by Luzzati plot): 0.665
Reported Rfree: 0.28 Estimated maximal error: 0.329 4
Sigma cut-off: N.A. DPI: 0.651 A
Scaling
Scale: 0.792
Bdiff: -3.32

Anisothermal Scaling (Beta):
4.4900 5.6745 4.2389 -0.0000 -0.0000 -0.

Solvent correction — Ks,Bs: 0.570 250.448
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2500 ; 4.0 - -
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Local estimation

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
B 1o P P TRV VRN VS eV Ve
Side chain or base 20 L
0 =0.1228A 3.0-
m<o0s8 =

Backbone

O:QQMMM m o el Bemm ] mﬁﬂ—m‘mﬂﬂ_l,::

2. Density correlation

Side chain or base0.90+

I T T 1T'hr 1TIF=

H>30 E>15
Backbone

3. Density index

:W vaW]J ovv mﬂﬂw—u‘*
Side chain or base 28: VI_U U U U T L
<Dens> = 0.0607,0 = 0.0192 1.5 =
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 o
5. Connect 0.50- -
AQYKVIDHAYDVV I I GAGGAGLRAAMGLGEAGFKTAVVTKMFPTRSHTTAAQGGINAALGSMNPDDWKWHEYDTA
residue number £ Q R 3 Q 3 8 8
-
chain identifier ~ |A
VN.A. (GLY) g-g’ C
Backbone '0:
1. Shift 5 r
: ) 1.0 r
Side chain or base 20 L
0=0.1228A 3.0- —~
m<o08 0.801 i
Backbone 0.90+ [
2. Density correlation =
Side chain or baseo_ggzlv:I:DvI:| I]:D:D: D] I I I p U u I m D i

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0607,0 = 0.0192

W > 60.
Backbone 30.
4. B-factor
60.
1.00+ v o
5. Connect o.s&T [ H

residue number

chain identifier
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Local estimation (2)

Backbone
2. Density correlation

0.80+
O'QGMMWLMWM I
[ = [
Side chain or baseo,g&w U—LI:Ij I I I I . I I I I
0.80- L

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
o chai 1o PV PO P Ve V= O VEV O VeV,
Side chain or base 20 L
0 =0.1228A 3.0-
m<o0s8 =

W>30 @>15 1
Backbone é
3. Density index '
Side chain or base 28: H/EU U—I_D] U UJ WEI I_WD u D I
<Dens> = 0.0607,0 = 0.0192 1.5 =
H> 60. 60.
packbone 30_
4. B-factor
60.
1.00 ,
5. Connect 0.50 W 3
TLYGNSLRCHCTFFIEYFALDLLMDKGRCVGV IALCLEDGT IHRFRSKRTIVATGGYGRAYFSCTTAHMNTIGDGT
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 =0.1228A
m<o08 0.801 i
peckdone O'Q“MMMMM*
2. Density correlation E =
e [ TIITTT T  PIT T
0.80- -
E>30 H>15 L
Backbone é
3. Density index '
: eV O
Side chain or base ggj U u u u U_U U\/ \/U LU/I—NLM“ W u Lr U u—I t
<Dens> = 0.0607,0 = 0.0192 15
H>60. 60.
Backbone 30.
4. B-factor
Swde chanorbase 30E-v_vlvlv-vlvlv_
60.
1.00 - ,
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (3)

2. Density correlation

Side chain or baseQ.90+

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

; i 1.0 -

Side chain or base 204

0 =0.1228A 3.0-
m<o08 0.80 r
Backbone 0.90q .

1 TTTEY TH™F "I T ™I

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0607,0 = 0.0192

Side chain or base g:gémmm HE LU Uﬂ]ﬂ 0" I U i

T [¥¥Ik

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30Elvlvlv_-v_v-
60.
1.005 LI
5. Connect 0.50- -
EGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPIPVIPTVHYNMGGIPTNYKAQV IKYTK E|
residue number 3 Q 4 3 Q 3 2 2
o %] 3] ™ ™ ™ ™ <
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1228A
m<os 0.807

Backbone
2. Density correlation

Side chain or base).90

MWMM
ST TFTHTINTA '

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0607,0 = 0.0192

Side chain or base

1.54
1.0+
0.5+

I 0 TET TR | U

0.5+
1.0+
1.5-

B> 60. 60.
Backbone 30.
4. B-factor &
Swie chain orbase 307vv-v-v-v-v-v-_
60.-
1.00 W
5. Connect 0.50- L 3
GGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKEELKPDEKIPELPEGAGEESIANLDAVRY
residue number Q & Q Q 8 8 ﬁ’
< < < < < < <

chain identifier ~ |A
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Local estimation (4)

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

TV CF OO L P O v P P R L P S TR

Side chain or base
0 =0.1228A

m<os8 0.804 r
ackhone O'QQMMW Mﬂhﬂﬂ%ﬂmﬂm

2. Density correlation -

Stle chain or bese0.90] Iv:F] l:I%TI:I:lIIZ'ZI I I l:’V[l:’:|:I_I:I:l:l]:]J:I:':'_\ﬂq]:I:IJ:I:l [7
0.80- =

m>30 W>15 %g
. Density index 3
] O o
seannanse S5 | T WEY B WO T B HF CUCQE G
<Dens> = 0.0607,0 = 0.0192 15- —

Side chain or base 30.

B> 60. 60.
packbone 30_
e __

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
0 =0.1228A
m<o038 0.80 r
Backbone 0.90+ L
2. Density correlation E O L
a1 W | Ll 1l L L
0.80- L

H>30 E>15 %-5
Backbone 0

o 0.5
3. Density index

A T T T T
s,idechainorbasei’gJ . LU UWLU—LLU—HMU_HUMU—LM ¢ A" U MLU UJ L[

<Dens> = 0.0607,0 = 0.0192

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

1.00 L
5. Connect 0.50 -
QT IVAAENRKESRGAHARDDFPKREDEYDYSKPIEGQTKRPFEKHWRKHTLTKQDPRTGHI TLDYRPVIDKTLDP
H (32} [2d (a2} (a2} [s2} ™ (32}
residue number R ~ 0 o S N1 I
rs) n n n © © ©

chain identifier ~ |A
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Local estimation (5)

VNA. (GLY) 3.09
Backbone

1.0 i m=rrl
1. Shift

[

Side chain or base
0 =0.1228A

m<08 0.80, r
sooove osolgpn - ol e U DLl e o Mmool

2. Density correlation -

0.80-

H>30 W>15 1.59
Backbone

3. Density index E

gl
e TR I B I e

<Dens> = 0.0607,0 = 0.0192

] i

B> 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

0 =0.1228A

m<038 0.807 r
Backbone 0.90+ =

2. Density correlation

T | O R R
seomaso]l TV TTFTY TV T T'HY

H>30 @>15
Backbone

3. Density index

Side chain or base

S UL LI LU CELEE LRI UEE LD LR et
] b e LR G RRI]

> 60. 60.
Backbone 30.

4. B-factor

Swie chain orbase 30_
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

T e inngnnnznnnanil ]I iaY=niia=unnn=aNNNA A =nln=n N et = e nun  An e nn A RN =R R A
1. Shift
1 O,MWWMMMM,
Side chain or base 204 L
0 =0.1228A 3.0

m<o08 0.80 r
Backbone 0.90+ ~

2. Density correlation -

S TP T T BN PEPT

W>30 @>15 % g B
o Backbone 05 L
3. Density index L
Side chain or base g_) S:W—DV—H:I_I_I—W m UJ u_u D:I:I UJ_M—U—D_[F:
<Dens> = 0.0607,0 = 0.0192 1.5 =
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 L]
5. Connect 0.50- -
QSTKEQEKLDGLYEC | LCACCSASCESYWWNADKYLGPAVLMQAYRWI TDSRDDSAAERLARMQDGFSAFKCHTI
residue number ~ % 8 8 2 R g
- - — N N N N
chain identifier B
VNA. (GLY) g-g’ C
Backbone '0: [
1. Shift 5 r
1 O*W OOV O e e,
Side chain or base 20 L
0=0.1228A 3.0- =
m<o08 0.807 i
packbon® Og&%mjmmﬂw Mﬁmi

2. Density correlation

e 1) ) i il o 1 0 L L

H>30 @>15
Backbone

3. Density index

iﬂm]]]-]-l-_*
wmmﬂg IqPUm UUﬂUﬂFUuUMHMH%MUﬂ%

<Dens> = 0.0607,0 = 0.0192

W > 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 |
1. Shift

O MO POV P MO P VO R P oA PO e

Side chain or base
0 =0.1228A

m<08 0.80,
SO - SO DR MLM%WML e .

2. Density correlation -

D |
0.80- =

W>30 @>15 %g
3 D q H B;Ckbone 05]:.__:[:.._-:.:.:.:I:[
. Density index E r
Side chain or base QS:WW—D LI I U Lm U u\/ VI_U u D D D D |
<Dens> = 0.0607,0 = 0.0192 1.5 =

Backbone 30.
4. B-factor
60.

1.00 —
5. Connect 0.50 W S

TWMVSGLHRVTGCAMAGTLLIGGVGFSVLPLDFTTFVEFIRGLGIPWVILDTFKFIIAFPIAFHTLNGIRFI GFD|
< < < < < < <

o — N ™
™~ ® © — — — —

residue number

chain identifier  |C

VNA. (GLY) 3.07 r
packbone 2.8:WWWWW O o T H H T T

1. Shift 5 T
s 10 PV D TR IO ([ [0 Do [0 o

Side chain or base 20 L

0=0.1228A 3.0- =
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation E

wwssn T WTITTEH ™ 7
Side chain or base).90 L
0.80- WU L

15
Backbone 1.0

o 0.5
3. Density index

AR AN A ATAATT Ty A i
I giies -l o MR Ll el o o

H>30 E>15

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

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

! : 1.0+
Side chain or base 20 L

0 =0.1228A 3.0-
m<038 0.80 i
Backbone 0.90+ I
2. Density correlation e =
Side chain or baseO,g&WD D:EI:I I I D I I I I I I I D:I:I r
0.80- =

H>30 E>15
Backbone

3. Density index

<Dens> = 0.0607,0 = 0.0192

Side chain or base

5]
.0
45

FRO ORR

TFHITTI™TIH O TF O HTE TR

155
.0+
L

H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- -
TLFKIERYFAAAMVPL I PAAYFIHGREMDLCLALALTLHVHWGVWGVVNDYGRPFVLGDTLAAAVRVGAY | FTAC]
residue number | % 3 ® ® Y § g @
chain identifier D
VN.A. (GLY) g-g’ C
peckbone e P o e e A e e e e e e e e T
1. Shift 5 r
e 1o S VIFIAIH FMEA A e Wi
Side chain or base 20 L
0=0.1228A 3.0- =
m<o08 0.801 M i
packbone 099 M I
2. Density correlation e - [l L
Side chain or baseo_g(r:I:I D I I D:l:Dj —[.:D I I \1 U I I =
0.80 —

H>30 E>15 %
3. Density index =
TN =
Side chain or base ggj v O u—LU I U U w U LI VU O o m U—U -
<Dens> = 0.0607,0 = 0.0192 15 i

B> 0. 60.
4. B-factor

60.

1.00
5. Connect 0.50 H

residue number

chain identifier
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Local estimation (9)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
! : 1.0+
Side chain or base 20 L
0 =0.1228A 3.0- —
m<038 0.80 i
H 1 s o =
2. Density correlation B L
Side chain or base).90 LI\/U_\—F‘—U_U—'—]_U_u W I r I I I I r
0.80- =
W>30 @>15 %g C
o Backbone O:5 [
3. Density index & T
Side chain or base 28: L
<Dens> = 0.0607,0 = 0.0192 1.5 =
H> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 L[
5. Connect 0.50- -
TAAQGGINAALGSMNPDDWKWHFYDTAKGSDWLGDQNAMHYLTRNAVEAVTELENFGMPFSRTPEGKIYQRSFGG]
residue number 2 2 3 2 Q ] Q 4
- — - - - -
chain identifier  [E
VN.A. (GLY) g-g: L
- Backbone 10 L
1. Shift 5 r
) _ 1.0 TPV VVEEE T S VS VR A P S O P OV O VA
Side chain or base 20 L
0=0.1228A 3.0~ =
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation

Side chain or base0.90+ I I D:DV—D:UW—:TI] I I D I [
0.80-

H>30 @>15
Backbone

3. Density index

Sidechainorbaseg'S:JJLU\/ U UJ LUVUIU U L"—U U U M UU—V . UJE
<Dens> = 0.0607,0 = 0.0192 1.5-
W > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.501 |

residue number

chain identifier
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Local estimation (10)

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

1. Shift
Side chain or base B

o =0.1228A

m<08 0.804
ackhone OIQGWFH—H‘H_I—I_L—J_I—J MWMM

2. Density correlation -

Side chainor baseo.%{r L DT1 m:=|v=v= i VH DEDTIWIJVIV]MMM
0.80- L
H>30 @>15

Backbone
3. Density index

Side chain or base

T BT 7 PO T u

Side chain or base 30.
60.

B> 60. 60.
packbone 30_
e M

1.00
5. Connect 0.50 S

RTIVATGGYGRAYFSCTTAHMNTGDGTALATRAGIALEDLEFIQFHPTGIYGVGCLITEGSRGEGGFLVNSEGER
[} ™ (32 ™ ™ [} [s2} [s2]

residue number o < Y © ~ 0 o S
I3\ N 3% [3Y ~ N « %]

chain identifier  [E

VN.A. (GLY) g-g: L
- Backbone 10
1. Shift e
) . 1.0
Side chain or base 20 L
0 =0.1228A 3.0- —~
m<08 0.801 i
Backbone 0.90+ N

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

[T
H>30 E>15 1.57
Backbone 1'07<H?

"IiTIm"™ ™ TIir

L eyl
sidechainorbasei’zgzJu il LUJLUUHLUWVLU—UJU LULU—MU—MU LUU U—VU i3 t

<Dens> = 0.0607,0 = 0.0192

B> 60. 60.
Backbone 30.

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

1.00
5. Connect 0.50 H H

FMERYAPKAKDLASRDVVSRAETIEIMEGRGVGPEKDHIYLQLHHLPAEQLHQRLPGISETAKIFAGVDVTKEPI
[32] [2¢] (32 (8] [92] o [

residue number i I [+ < L0 © ~
™ ™ 3] ™ ™ 3] ™

chain identifier E
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Local estimation (11)

VNA. (GLY) 2-8: B
- Backbone 1:07 |
1. Shift
o chai 1o AV FI RS VM VSV M OV PR M TR
Side chain or base 20 L
0 =0.1228A 3.0-
m<038 0.807 r
packbone OIQGMFH_HT ﬁ%ﬂhﬁfﬂﬁﬂﬂfﬂwi
2. Density correlation 1 =
y : : WLU HEvVE
Side chain or base(.90~ L
0.80- -
W>30 @>15 %g
- o B;ckbone O:5
. Density index E Dj—D
Side chain or base QS:E_D]_[D:D\N U D i IVQJ_D u W U LD u m LU U L:
<Dens> = 0.0607,0 = 0.0192 1.5 -
B> 60. 60.
packbone 30_
4. B-factor
Slde Chain * base Som
60.
1.00 - o,
5. Connect 0.50 +
PVIPTVHYNMGGI PTNYKAQVIKYTKEGGDKIVPGLYACGECACHSVHGANRLGANSLLDAVVFGRACSINIKE E|
residue number 8 8 8 2 ﬁ g Q S
™ ™ < < < < < <
chain identifier  [E
VNA. (GLY) 39 B
- Backbone 10
1. Shift B
. . 1.0
Side chain or base 20 L
0=0.1228A 3.0~ =
m<038 0.807 r
Backbone 0.90+ r

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

boote o Lot o B iid ol oot oo ol Bl
AT TITT TTHFATTT"H T

0.8
m>30 W>15 L
Backbone é
3. Density index ' =
[
eiinaeats] P EEW [ UC™ 0 § 0 "80] [ Opjo==|
<Dens> = 0.0607,0 = 0.0192 1:5
B> 60. 60.
BaCkbone 30‘_
4. B-factor
Slde Chain x base 30.-vlv-v_v-v-v-
60.
1.00 ]
5. Connect 0.501 |

residue number

chain identifier
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Structure Factor Check
3VRA

Local estimation (12)

<Dens> = 0.0607,0 = 0.0192

V NA. (GLY) 2-8: r
R asansatasaliingnan=niin=Niiunia=nzizncelasennnnnanneninunininnilaniunnse=s)
1. Shift
o Lmﬁ*uwwwwﬂmﬂwwwﬂf
Side chain or base 204 L
0 =0.1228A 3.0- —
m<o08 0.8 r
Backbone 0.9 I
2. Density correlation = =
Swie chamer baseo.g(o);.—\zlzlj:':]:l:r:‘:l:l:r_[l:l] I I U IJ_‘_I_I—I—MLH_H_LI\/I:\:I—I_‘_L{_I_[7
Hl>30 @>15
Backbone
3. Density index
Side chain or base >+

Il > 60.
Backbone
4. B-factor
60.
1.00 L
5. Connect 0.50- -
KTTDRSLIWNSDLTESLELQNLMLNATQTIVAAENRKESRGAHARDDFPKREDEYDYSKPIEGQTKRPFEKHWRK
residue number g Q 8 8 Q g 8 8
n [Te) [Te} n [Te) n n ©
chain identifier  [E
VNA. (GLY) 39 L
; pockbone L T T e O e e e e b I e e T
1. Shift = T
’ ) 1.0 el LL‘ }—D D:D:] D u l:D] p] -
Side chain or base 20 L
0=0.1228A 3.0~ =
m<o08 0.801 i
peckdone Olg&mmm mﬁ
2. Density correlation E =
Side chain or base).90 [I D D I I I I I D w Z\:[I—I_]_I_I:I:I:Wf
0.80- -
E>30 H>15 %8
Backbone 0:5

3. Density index
Side chain or base
<Dens> = 0.0607,0 = 0.0192

il Illowml 00 M 1 W1 |
(ﬁ# TETEED ™ ulﬂuwﬂ WO ] 5 MU”%

> 60. 60.
4. B-factor L
60.
1.00 —
5. Connect 0.50+ [
residue number HTLTKQD(\E‘JRTGHITLDY(B)PVIDKTLDP(e)EVDWIPPII(BJSY c}:)RIKTFEIYR:)NPEEPGAKP;LQKFDVDLD(};CG
g % 8 z ™ < [e] ©
F

chain identifier

SFCHECK 7.04.09
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Structure Factor Check
3VRA

Local estimation (13)

V NA. (GLY) 3.0

o O e e T O e e b e e e e e
1. Shift
T 1.0744_&%%%#%%—%%%@&%%,
Side chain or base 204 L
0 =0.1228A 3.0

m<o08 0.80 r
Backbone 0.90+ -

2. Density correlation -

Side chain or base0).90 I I I I I I I I I WW[
0.80-

H>30 E>15 %g
3. Density index O

Side chain or base g_)gij U_]_DJ Lm UJ W Iv[l H/D U I m D \_P_m U m
<Dens> = 0.0607,0 = 0.0192 1.5

Side chain or base 30.

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

60
1.00
5. Connect 0.50 -
TMVLDAL IKITKNEVDPTLTFRRSCREGI CGSCAMNIAGENTLACICNIDQNTSKTTK I VYPLPHMFVIKDLVPDMN
residue number N\ a9 @ S N1 ~ R
~ © © = — — —

chain identifier  [F

V N.A. (GLY) 3.0+ r

L o I e A T e e e T T B e e T TH T e
1. Shift

B 1_07WW,

Side chain or base 20 L

0=0.1228A 3.0- =
m<o08 0.801 i
Backbone 0.90+ [

2. Density correlation =

e A b L | o o 1 I

H>30 H>15 %

o I T AT TN Ay -
3. Density index

Sidechainorbase%gj UFI—UJ LU—U—'_‘ WULULUWH_I_III—UU—HMU—U UJU—UE
<Dens> = 0.0607,0 = 0.0192 1.5

B> 0. 60.
~ T
4. B-factor
~ VAT AT AATCATAATOA AN
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
3VRA

Local estimation (14)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1228A 3.0-
m<o08 0.801

Backbone 0.90+

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

0.80-

W>30 W>15 %g
. Density index
o V=
Side chain or base 28: U LM LU‘IVEI—EI_U U D_I_]_U u u u U I—LUJ—D D U t
<Dens> = 0.0607,0 = 0.0192 15

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

IDSRDDSAAERLARMQDGFSAFKCHTIMNCTKTCPKHLNPARAIGEIKMLLTKMKTKPAPLPTPAN EKTPIQV
residue number Q 2 Q b 3 Q &
« « N « N (N

chain identifier  [F G

32}

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1228A
M<o0.8 80 i
Backbone 0.90+ |
2. Density correlation e Y I:'W v H I I FI l:I I I 1
Side chain or base0.90+ I m]_u WLLL'WJ
0.80-

W>30 @>15 1.

s 580 T TTTTTTITTTIRRTTTCRRR PR RO (b
3. Density index

Sidechainorbase%gjVI_UJULUU—HJH—UUH_I—UUJ u \UJ VU oW VI U—U LULU—‘ LUE
<Dens> = 0.0607,0 = 0.0192 15

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

1.00+ —
5. Connect o.s&T -
WGWDYLMRQRALKRPIAPHLTIYKPQMTWMV SGLHRVTGCAMAGTLL I GGVGFSVLPLDFTTFVEFIRGLGI PWV
residue number 3 3 3 N 3 S § 5
chain identifier G

SFCHECK 7.04.09




Structure Factor Check
3VRA

Local estimation (15)

V NA. (GLY) 3.0

Backbone [
1'0’WW%WWWWHWWW i
1. Shift in

Side chain or base

o =0.1228A

m<o08 0.80
Backbone 0.90+
2. Density correlation -
Side chain or base).90

bl e Ll o
"TINTTIA |

0.80-

>3, >1 1.5
w>so ® 15Backbone ég [[
3. Density index L
Sldechalnorbaseg_).gij u—D U Lm VEU VI—U \_F\/ U LU WU = U UJ U:UJ u LD—T I::

<Dens> = 0.0607,0 = 0.0192 IL5-

Side chain or base 30.

> 60.
Backbone
e -“'_

ILDTFKFIIAFPIAFHTLNGIRFIGFDMAKGTDIPSIYRGAYLVLGLAALISLAVVVYPRWERHKKATLPT]
< <~ < < ~ < <

residue number [ ™ < 0 © ~ o]
— - - — - - -~

1.00
5. Connect 0.50 W H}
i

chain identifier |G

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1228A
W<0.38 Qe i
Backbone 0.90+ |
2. Density correlation 5 WT I [
Side chain or base0.90+ I:’V U_'_U—I [rI—M_I_U_I:I D
0.80-

H>30 @>15
Backbone

3. Density index

gmmN1WﬂMMUﬂMWW%WW“ULWUUUWWE

<Dens> = 0.0607,0 = 0.0192

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

AAVTGAAPPQFDPIAAEKGFKPLHSHGTLFKIERYFAAAMVPLI PAAYFIHGREMDLCLALALTLHVHWGVWGVV
[os) [} [o0]

i @ ® @ @
residue number 3 g Irs) © ~ © o

chain identifier H
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Structure Factor Check
3VRA

Local estimation (16)

V NA. (GLY) 3.0

S A T e e O HO T e O T
1. Shift a8 =

Side chain or base

1.0
2.0+
0 =0.1228A 3.0

m<08 0.80
Backbone 0.90+

2. Density correlation -

— WMWM%W -
Side chain or baseg_zg:D:WD—D:Iv‘:I D:EW Z]:H] :]:I:I V.ZEDZIVD:I D:l:[l

W>30 W>15 1-8’
Backbone 1.0

o 0.57
3. Density index E

O N [ q
Side chain or base (]?gij U/U—DZI_VIJ W—D_D_I ﬂqJ u
<Dens> = 0.0607,6 = 0.0192 157

Side chain or base 30.
60.

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

1.00
5. Connect 0.50

NDYGRPFVLGDTLAAAVRVGAY | FTACLLAGLLYFNEHDVGLTRAFEMVWEL ' [] ' L0 ‘
residue number 8 2 X Y X N 4 o 9 4 9
=1 — — “ - N & M 0 N N
chain identifier ~ |H a ! E ! E
VNA. (GLY) g-g’ r
Backbone 1'0: B
1. Shift [ = [ o ==, 0 @ [:
. . 1.0 H
Side chain or base
! : 2.0 3
0 =0.1228A 3.0- -

m<os 0.8
Backbone 0.9 [
B o e S D 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> = 0.0607,0 = 0.0192 1.5- L

B> 0. 60.
Backoone 30] I I I I I I I
4. B-factor

Side chain or base 30.
60.

1.0
5. Connect o.sq
]

residue number

[T 2011 H

[ 201-]
[ 202 ]

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

~
2
chain identifier E
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