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

Structure Factor Check
3L71

Date: 27-DEC-09

PDB code: 3L71

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH AZOXYSTROBIN BOUND

Crystal

Cell parameters:

a: 170.15A b: 181.31 A «c: 24050 A

a: 90.00 3: 90.00
Space group: P 21 21 21

y: 90.00

M odel

32655 atoms (19 water molecules)

Number of chains:

51

Volume not occupied by model: 62.0 %

Structure Factors
I nput
Nominal resolution range: 144.8 - 2.80
Reflections in file: 170949
Unique reflections above 0: 170949
above b: 167603
above 3: 112140
SFCHECK
Nominal resolution range: 144.8 - 2.84
\O5max. from input data, min. from author\05
Used reflections: 165523
Reflections out of resolution: 5426
Completeness: 94.5 %
R_stand(F) = g(F)>/<F>: 0.062

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.4725 0.442

B_overall (by Patterson): 49.AN2
Optical resolution: 213 A

Expected opt. resol. for complete data set: 2.13
Estimated minimal error: 0.067 A

[$x]

<B> (for atomic model): 73.6 AN2
a(B): 18.83 A2
Matthews coefficient: 4.06
Corresponding solvent % : 69.45
Refinement
Program: CNS 1.1
Nominal resolution range: 249 - 2.84 A
Reported R—factor: 0.247
Number of reflections used: 165215
Reported Rfree: 0.28
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.298
Correlation factor: 0.865
R-factor: 0.302
for F>2.00
nom. resolution range: 24.94 — 2.84A
reflections used: 162125
Rfree: 0.331
Nfree: 3168
R-factor without free—refl.: 0.301
Non free-reflections: 158957
<u> (error in coords by Luzzati plot): 0.459
Estimated maximal error: 0.353 4
DPI: 0.350 A
Scaling
Scale: 0.476
Bdiff: -9.70

Anisothermal Scaling (Beta):
10.9330 -1.7389 -2.6990 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.750 250.127

= =

000
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Local estimation

V NA. (GLY) 3.0

packbone e e Nis=eNEli=E S eanlan==aannssEanannsnnianlnlanisnlin S an=annnunu=ani]
1. Shift

Side chain or base

1.0
2.0+ -
0 =0.1265A 3.0

m<08 0.80 r
ackhone OIQGMMMMMMM ’—‘—!_'—I_l_l_ﬂ—j7

2. Density correlation -

- F I F':} VI VAR T VARY ‘:1 VEI F' [
Siie chain o base0.901 I]]j:EI:I:T:vI:U [7
0.80- L

W>30 W>15 1-3’
Backbone 1.0+

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

0.5
1.0+
<Dens> = 0.0627,0 = 0.0090 1.5-

B> 60. 60.
BaCkbone 30_
4. B-factor

Side chain or base 30.
60. —

1.00,
5. Connect 0.5&W Il H

AATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAF
i I — o I ~ — I
residue number hat b = = o b 2

chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<038 0.807 r
Backbone 0.90q -
2. Density correlation E
Side chain or baseo_g(rzl: p I l:D:I I:[T:\:[I:E[D I U—U_LI—I—LLVI—WJ—'—]_I_I—ML,
0.80- -

H>30 @>15 1.59
Backbone 1.09

o 0.5
3. Density index

e vl il T U TR ST 1] T
<Dens> = 0.0627,0 = 0.0090 1.5- -

B 60, 60. i
60. —

4. B-factor

1.00
5. Connect 0.501 =

EKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADVVQNCALEESQIEKERGVILQELKEMDNDMTNVTEF
— - - — -

residue number b o o — I ™ <
— — — — —

chain identifier ~ |A
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Local estimation (2)

Backbone

0.90+

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

1. Shift
Side chain or base

0 =0.1265A

m<o08 0.80

2. Density correlation

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 T T =
DYLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKE
residue number [ b 2 bl o g o bt
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base 1.0
0 =0.1265A A
m<os 0.8
e oo e | I W ) s D s ey s
2. Density correlation 7] S e = VELpP — - [[ B =8 — e=yevg W‘—’"U = o :[7
Side chain or base).90+ -
0.80- -

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090
W > 60.
Backbone
4. B-factor
Side chain or base 30';-]—H_I\/I—I—U—J—
60.
1.00,
5. Connect o.s&T

residue number

chain identifier
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Local estimation (3)

Backbone
2. Density correlation

822&% M m FL«mﬂw Jmﬂ_h,l_Jﬁll‘u_l—Hﬂﬁm:
Sidechainorbaseo,g&w T e W—LLI—F\J_‘ II I W [r I I
0.80-

VNA. (GLY) 2-8: L
W nnn==nllnnnlnsn=n=na=Nanaeiii=]}iniin=ANAnsdnetnnsntnnnns=slannnsEunnNTRn A}

1. Shift
e chai 1o O E S O e [P e e e e = Ve
Side chain or base 204 L
0 =0.1265A 3.0- —
l<08 =

W>30 @>15 %g
o Backbone O:5
3. Density index & fw—mﬂ—m—m—ﬂmf
Swie chainorbase gg:m :
<Dens> = 0.0627,0 = 0.0090 15- =
H> 60. 60. T - M
| I |
4. B-factor
Slde Chain * base 30“ 1 1 J_Lli l
60. T - = —
1.00 1]
5. Connect 0.50- B
HKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPV
residue number 5' : &' S :r' S 5‘ l:'
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
VN.A. (GLY) g-g:
- Backbone 10
1. Shift =
. . 1.0+
Side chain or base 204
0 =0.1265A 3.0-
m<o0s 0.807

Backbone
2. Density correlation

0.90+

Side chain or base).90
0.80-

H>30 @>15
Backbone

3. Density index

1.54
1.0+
0.5+

Side chain or base 28:

<Dens> = 0.0627,0 = 0.0090 1.5-
B> 60. 60.
Backbone 30.

4. B-factor

Side chain or base 30.
60.
1.00

5. Connect 0.50

residue number

chain identifier
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Local estimation (4)

Backbone
2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1 o IR I e == VS e S AV = VR
Side chain or base 204 L
0 =0.1265A 3.0-
E<o0.8

0.804 —

<" T TP TT 1T

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0627,0 = 0.0090

liltintatinliin b N1 L
Side chain or base (%)E:TD:D‘D—W DE_U—LDJ LLMJ]]_UJ_U D_D:EIE_D . LU wu WZ

> 60.
Backbone
4. B-factor
Side chain orbase %. .-m‘
1.00
5. Connect 0.50 W‘W =
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number 8 g 8 8 ,‘2 8 8
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<os 0.807 r

Backbone
2. Density correlation

= P
S PR IRIEE T P o 1
0.80-

m>30 B>15 L

Backbone g‘)
3. Density index

Sidechainorbaseggj—u H—U—Hu UU LLU WMLUJ u_Lu_u_LI—I—WU—U_Ulu \_LE
<Dens> = 0.0627,0 = 0.0090 1. 5

Backbone 30_
4, B-factor
60.
1.00 -
5. Connect 0.501 W—

residue number =) — « ™ < n © ~

chain identifier B
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Local estimation (5)

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

: ; 1.0
Side chain or base 204 L
0 =0.1265A 3.0

m<o0s8 0.80
soove oso| ool o ool ol paillelndde m a0
= -

2. Density correlation

ese] ORI THT TTIHNETT RO

Side chain or base

W>30 W>15 %g r
3. Density index =
0
1
1

<Dens> = 0.0627,0 = 0.0090

Backbone 30.
4. B-factor
60.

1.00
comes 5 MM |

NPLYCPDYRIGK|TSEgLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGEIREQN
o I3 o o o o o

- N [ <

residue number o) S
— I 3 N ~ I3\ N

chain identifier B

¥ N.A. (GLY) g-g: r

- Backbone 104 r

1. Shift L

. . 1.0 L

Side chain or base 204 B

0 =0.1265A 3.0~ =

m<o038 0.80 r

Backbone 0,9&4—}_’_‘_,_L L
L L T e

Side chain or base).90 L

0.80- L

H>30 @>15 1.59
Backbone 1.01

L 0.51
3. Density index
Side chain or base

<Dens> = 0.0627,0 = 0.0090 W W L‘_‘ U - \/I_I\/U w Lu W ) M \—‘_‘ M %

0.5+
1.04
1.5-

B> 0. 60.
Backoone 30_
4. B-factor

Swie chain orbase 307v-v.v_vlv-v-v-lv
60.-

1.00q e

5. Connect 0.501 -

GHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FG
o (o} o o o o o o

residue number bre] © ~ @ o) o o N
3\ ~ o~ I3 13\ 3] ™ ™

chain identifier B
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Local estimation (6)

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

Side chain or base
0 =0.1265A

m<o08 0.80
peckhone OIQGML‘(Mi
2. Density correlation - Q:ITT DVEIFF.FI v :.=[

0.80-
3. Density index
Side chain or base

Side chain or baseQ.90+
E>30 @>15 %g: -
o Backbone 0'57 B

0. 5
1.0+
<Dens> = 0.0627,0 = 0.0090 1.5-

Side chain or base 30.

> 60.
Backbone
e m

100 L
5. Connect 0.50- ﬂ -
FYTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVYV

residue number =1 S 3 3 IS 2 2

™ ™ ™ ™ ™ ™ ™

chain identifier B

V N.A. (GLY) 3-8* r
' Backbone 101 WWW—W—FFWTW:
1. Shift & L
1o I - e M AV VS A L
Side chain or base 204 L
0 =0.1265A 3.0- —~
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation E

ol [ U] TTTF TV ITTWWD’
Side chain or base).90 L
0.80-

m>30 E>15 1

3. Density index

Sidechainorbase%ézf 4 TeemEge LJ—M—LMJ LH_UJ LU - U—UJ o LLM‘U i U—I:I:I

<Dens> = 0.0627,0 = 0.0090

W > 60. 1] i
4. B-factor [TTTTTTT
60. R

1.00
5. Connect 0.50- W [ -

AQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL [MAPNIRKSHPLLKMINNSL IDLPAPSNI SAW
residue number | S S I 5 = i o bl
4 < < < - N ®

chain identifier ~ |B C
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Local estimation (7)

0.80- =

V N.A. (GLY) 2-8: r
P niasunalnaiininzansndiinusinnanninanlnaliiinifl=ninninzaninnaninznennAnnni}

1. Shift
o s orbase 101 0 L] S L TP S PO L P P e T P O e
Side chain or base 204 B
0 =0.1265A 3.0 —
m<o038 0.80 r
Backbone 0.90+ L
2' DmSty Correlat|0n TV == W DZ‘Z'_ u 1] - = —=:=:1]—T\:|—‘==\:El =/ T\:D—D::n:—v:rvm—\:w—*
Side chain or base).90 L

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0627,0 = 0.0090

5)
0
5)

> 60.
Backbone
4. B-factor
60.—— - L o 7 L L
1.00
5. Connect 0.50 +
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGS
residue number ;‘ UP" 5‘ ,‘:‘ oFo' 5‘ §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<os 0.807 r
Backbone 0.90+1
2. Density correlation =
Side chain or base).90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

W > 60.
Backbone
4. B-factor = = — =
Side chain or base 30.7@W M7
60.- = - = L
1.00
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATV I TNLFSAIPYIGHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b - 3 o o 2 b=
— — — — — — — —
chain identifier  |C
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Local estimation (8)

V NA. (GLY) 3.0

e O I e e e e e e e T
1. Shift
e chai o ase 101 TP L CCA PO R A H IO H A A T
Side chain or base 20 L
0 =0.1265A 3.0-

m<o0s8 0.80 r

packbone 0991 W MMMH ﬁﬂ‘Li
S I I T s T

2. Density correlation -

o = VLF?LFLFHLFLFW
Side chain or base).90 ’\/_‘—]_'—,T__ WUW W7
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0627,0 = 0.0090

[}

ST RNV PP e e
X il 1 il
sossmnsrso LT LTI [DTIUED

e sy T
W

1.00

5. Connect 0.50 S

HFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
P - — — () - —

residue number o o — o ™ < [Te}
b 3 o~ ~ I3 N Y

chain identifier  |C

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
[W<o0.s8 0.807
Backbone 0.90+
2. Density correlation =
Side chain or base).90

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0627,0 = 0.0090

B> 60. 60. —
Backbone 30.

4. B-factor 7
Side chain or base 30.4
60.-

1.00
5. Connect 0.50 -

TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
— — — i — - - —

residue number © ~ © o o — o ™
13 o~ N 3] ] ™ 3] 3]

chain identifier C
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Local estimation (9)

V N.A. (GLY) 2-8: r
S it ninifnnunnannnninnniiilansnaniinnlinas=anznnian=uzanniiinaninnnznunnii}
1. Shift

o 1_07WMMMM—MW MWW,
Side chain or base 204 B
0 =0.1265A 3.0~ -
m<o08 0.804 r
peckhone OIQOWMWWMM ’_'—l_’_l—’_\”_rﬁ_—c—v—ﬁ_m—\_r—ﬁl7

2. Density correlation

T THEEVeE =
Side chain or baseQ. g&w u _T7
0.80

H>30 E>15
Backbone

3. Density index

Side chain or base

15
1.0
0.5
05
1.0+
IL5-

<Dens> = 0.0627,0 = 0.0090

m> 60. 60. O _
4. B-factor
eI [T [ I
60.- — - = - = il —L
1.00
5. Connect 0.50- F -
LLILTWIGSQPVEHPFI | IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number 3 e b 2 - o by
™ ™ ™ ™
chain identifier  |C D

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
[W<o0.s8 0.801
Backbone 0.901
2. Density correlation E
Side chain or base).90+

H>30 @>15
Backbone

3. Density index

Side chain or base g:
<Dens> = 0.0627,0 = 0.0090 5=
B> 60. 60.

Backbone 30.1
4. B-factor &

Side chain or base 30.

60.-
1.00
5. Connect 0.50

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I -

i — - - bl I
residue number - pr ) © ~ @ o

chain identifier D
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Local estimation (10)

VN.A. (GLY) 3.09 r
Backbone %'07
1. Shift
" ! 1.0+
Side chain or base 204
0 =0.1265A 3.0-
m<o08 0.807

Backbone

0.90+

2. Density correlation

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

1.
1.
L 0.
3. Density index

Side chain or base g_)

<Dens> = 0.0627,0 = 0.0090

IL5-

5)
0
5)

5-
0

> 60.
Backbone

4. B-factor

60.
30.

Side chain or base 30.
60.-

1.00

5. Connect

0.50+

residue number

chain identifier

RAANNGALPPDLSYIVNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
— — () - — I -

- N o™ < n © ~
— — — — — — —

A
=~
<}
~
D

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
0 =0.1265A

-

W<08
Backbone

2. Density correlation

— ﬁT:D /e == \_‘_[—«—A—«_»—'—w
Side chain or base).90 I D w

0.80-

H>30 @>15
Backbone

3. Density index

1.
1.
0.
0.
%
1.

5
0
5

et W11 1L
<Dens> = 0.0627,0 = 0.0090
H> 60. 60.— _ I —
s S AAEICCIAT
4. B-factor — —_— ——
Side chain or base 30. i I L :I:UI I m
60.-— —1 e . ==
1.00
5. Connect 0.50 -
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o > 3 4 N bt s
— — « N ~ 3] I3l
chain identifier D E
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Local estimation (11)

0.80-

V NA. (GLY) 2-8: r
P nnanseainngi i aaiananzansiainndinainnoinasnaniiialnunnn=nliuiunteeevannena)

1. Shift
o or e 10 JFLPLLLL L L PECCHL LA R [0 PO [ [ [T o
Side chain or base 20 B
0 =0.1265A 3.0- -
m<o08 0.80 r
Backbone 0.904 I L
2. Density correlation i R iy 1 O s O O P = MR == = v = B D= s =0 s
. T =T = — /= D T
Side chain or base0.90+ I‘—LU—‘_H U—FT—,_\/“T qj D:[Iq:l:l]:r*

Hl>30 @>15
Backbone

3. Density index

5 r
.0
.5

Swie chain orbase SWHW:
<Dens> = 0.0627,0 = 0.0090 5 =
H> 60. 600 — ] m

e NI Tl
4. B-factor 1

Side chain or base 30.*]» Ml M ﬂ J_I»MM

60.- - i _ — B
1.00 r
5. Connect 0.501 W—ﬂ{*
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =
chain identifier  [E
V N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1265A
m<o08 0.801

Backbone 0.90q

2. Density correlation

Side chain or base).90
0.80-

1
1
0

H>30 @>15
Backbone

3. Density index

.5+

.0+
S, Ml - 8 e

=) |- | =] =
Side chain or base 28: U_M_u u W LU—u e U U VElVY r
<Dens> = 0.0627,0 = 0.0090 1.5-
B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 r
5. Connect 0.50 +
[T b et eI e e L et Tt T T

residue number

chain identifier
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3L71

Local estimation (12)

VNA. (GLY) 2-8: B
a0 O O e O
1. Shift
i o o base 1.0 I EE AV ATV PSRV SRR R PR RO
Side chain or base 204
0 =0.1265A 3.0 =

2. Density correlation

m<08 0.8 r
packoone 09 ;M‘LAL . ) |

Side chain or base0.90+

0.80-
H>30 E>15 %'g:
Backbone 0:57

3. Density index
Side chain or base 28:
<Dens> = 0.0627,0 = 0.0090 1.5-

4. B-factor

M > 60. 60.
BaCkbone 30._ W
V
Side chain or base 30.
60.

somes 520 iman il Dol |

residue number

chain identifier

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV
g S = 5 g 2 3 2
= - et 3 ~ N ™ <

E F

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
[W<o0.s8 0.801 I
Backbone 0.90+ |
2. Density correlation E
Side chain or base).90

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090
W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK THFGNL
residue number 3 3 e 2 =] § g N

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L71

Local estimation (13)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1265A 3.0°
m<o08 0.80

Backbone 0.90+

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

0.80-

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

" 051
3. Density index E
Side chain or base

0.5
1.0+
<Dens> = 0.0627,0 = 0.0090 1.5-

Side chain or base 30.
60.

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

1.00 =
5. Connect 0.50 }—

ARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ|
N N N N [\ N N

residue number N ] S 9 o 8 N

chain identifier |G

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
. . 1.0
Side chain or base 204
0 =0.1265A 3.0- —~
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation e

Ol
Side chain or base0.90+ U—W_LI—U_U—U—W :ﬂ]—m :D—D—El—ruww u_‘—m W [
0.80- -

H>30 E>15 %-5’
Backbone 07

o 0.5
3. Density index

Side chain or base 28: LU_T—LLU_U—H_H—LH_UJ—U U LU—U U_'_LU W LF J_U U—H—UJ -
<Dens> = 0.0627,0 = 0.0090 151 — L

B> 0. 60. —
= [LLRLAILLEALEALLEARLARE G (L 10
4. B-factor

60. = _

1.00, =
5. Connect o.s&ﬂ H

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
[ o) [} o2}

i o o
residue number @ 2 Q 4 2 3 3

chain identifier H

SFCHECK 7.03.16




Structure Factor Check
3L71

Local estimation (14)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift e
1.0+
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.80+

Backbone 0.90+

2. Density correlation 3
Side chain or baseQ.90+

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> = 0.0627,0 = 0.0090 15

H>60. 60.
BaCkbone 30_ _
4. B-factor

Side chain or base 30.

60.-
1.004
5. Connect 0.50-
T RPLLCRESMSGRSARRDLVAGI SLNAPASVR [ALLRQAYSALFRRTSTFALTVVLGAVLFER
residue number R S S N < 3 N
chain identifier |l J
V N.A. (GLY) g-g: r
; eckbone L e A T e ] O e e e e Cee T T e T e
1. Shift & =
4 o PLLO O [ PR T O O IR PO PO O L O OV,
Side chain or base 204 L
0 =0.1265A 3.0~ =
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation Ty © == F Sa
Side chain or base).90 L
0.80 -

H>30 @>15 1
Backbone (]5 B
3. Density index —
ov =
Side chain or base g gwﬂlj—u_uj/u—u—u LU_M U—HJ LUJ LHJ_UJ LLMJ U—"U ] :
<Dens> = 0.0627,0 = 0.0090 1.5

B> 60. 60.
4. B-factor =
Side chain or base 30,“:.]v[
60.

1.00
5. Connect 0.50- —H_H -

FDQGADAI FEHLNEGKLWKHI KHKYEA SEE| TYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAG|
< < < ™ [ [ ()

A
N ™
™ < [t} e — I\ ™ <
J

N

residue number

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3L71

Local estimation (15)

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

1. Shift
Side chain or base 51 |

0 =0.1265A

m<o08 0.804

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

> 60.
Backbone
4. B-factor
Side chain orbase 30m
60.
1.00 L]
5. Connect 0.50- || T -
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY TKAL SKDMPKVVELLADVVQN
residue number R 3 R 3 & S o
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<os 0.807 r
Backbone 0.90+ -

2. Density correlation

pbitll e e Bin . on el Ll
seommsonll [P W T "1 7 TTETVITTT

W>30 @>15
Backbone

1.57
1.0+
0.5+

3. Density index

xR B O AT
BE= -5 - G T T e

Side chain or base 28:
<Dens> = 0.0627,0 = 0.0090 1.5-
> 60. 60.
4. B-factor
60.
1.00 L
5. Connect 0.50- 3

residue number

chain identifier

SFCHECK 7.03.16

CALEESQIEKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR,
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Structure Factor Check
3L71

Local estimation (16)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
1.0
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.80+

Backbone

0.904

2. Density correlation

Side chain or baseQ.90-

0.80-
Hl>30 @>15 %37
- Backbone 025:
3. Density index
Side chain or base 28:
<Dens> = 0.0627,0 = 0.0090 1'5
Il > 60.
Backbone
4. B-factor
1.0(}
5. Connect 0.50- W T
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g g 8
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<o08 0.801 [

Backbone

2. Density correlation

e D
Side chain or base. 98]2: TLHJW‘J W U—‘—F—U—u—u_‘ v L

H>30 E>15 L
3. Density index
e enund gj T g LRI T TR Rk
<Dens> = 0.0627,0 = 0.0090 1.5 —
B> 60. 60: TT7 [T TTTT]
ere 1 0l i 1
4. B-factor T
Side chain or base 30,[1 <I-V]v :l:l:]- ‘
60. — ———
1.00
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 7.03.16

LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR]
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Structure Factor Check
3L71

Local estimation (17)

Backbone

0.90+

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.80+

2. Density correlation

Side chain or baseQ.90+

0.80
m>30 @>15 ]
o Backbone 0.5
3. Density index &
Side chain or base 28:
<Dens> = 0.0627,0 = 0.0090 15
B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 1
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY I YDKC
residue number 8 2 ﬁ) 8 8 8 2
™ ™ ™ o] ™ < <
chain identifier [N
VNA. (GLY) 39 B
o L e I H [
1. Shift = r
o Lo MR M SV O MO e e Ve OOV A M
Side chain or base 20 L
0 =0.1265A 3.0 =
m<038 0.801 i
packhone %99 Mf
2. Density correlation =0 LM—'W—UW == T e
Side chain or base).90 L

0.80-

15

>3.0 >15
[ ] = 10

Backbone

g R

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

¢ AN AU
Mum I el

Ll I e ©

Backbone 30.
4. B-factor o
60. L
1.00 H
5. Connect 0.501 W |

residue number

chain identifier

SFCHECK 7.03.16

PALAAVGPIEQLLDYNRIRSGMYWI
(8] (82 (]
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Structure Factor Check
3L71

Local estimation (18)

V NA. (GLY) 2-8: r
- Backbone 104 |
1. Shift
B vo | FHHH TV FIHHA M TP T PO P A PO I H I T T TH
Side chain or base 204 L
0 =0.1265A 3.0~ L
m<08 0.80 r
ackhone OIQGWMW% mf
2. Density correlation - =
T N ) 1N | i i el
0.80- -
H>30 W>15 L
Backbone (l)
3. Density index 0 L]
succnn s 931 || [P WP U U PT DY RPN
<Dens> = 0.0627,0 = 0.0090 1
m> 60. 60. u - =
SO i [ | T
4. B-factor
60. T -
1.00
5. Connect 0.50 +
AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTY CVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
id b @ ® ®© @
resiaue number © ~ 53 > ‘91 :: ﬁ ﬂ
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<os 0.80 r
Backbone 0.90+1 -
2. Density correlation E =
Y 0 =0
Side chain or base).90 -
0.80 -

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

15
1.0
0.5

AN | T 1T O - W ol
viasll L el TRl ol i el |

0.5

1.0
5

60

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L71

Local estimation (19)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . 1 o ARV VI V] PV PV e VR
Side chain or base 204 L
0 =0.1265A 3.0-
m<o0s8 0.80 r

ackhone O'QQM 0 sl A el

2. Density correlation -

sSSP L INERT i || A RRRRs e L

W>30 W>15 1.5+ r
Backbone L

3. Density index L

Side chain or base 88:f ED:I - LU/ \m—u_u]vw:u_u H/Lu LDTD:P:W U T u W D—V[F:
1.5

<Dens> = 0.0627,0 = 0.0090

Side chain or base 30.
6

B> 60. 60.
e -_m-r“
0.

1.00; - — =
5. Connect O'SQT W‘ W—

LKSVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
s [eo] [e} [eo) [ee] [+ @© o]

(2] < [Te] © ~ oo}

residue number ~
N ~ ~ 3] 3% ~ ~ N

chain identifier O

VN.A. (GLY) g-g: L
- Backbone 104

1. Shift e T
) . 1.0+ r

Side chain or base 20 L

0 = 0.1265A 3.0- —~
m<08 0.801 i
Backbone 0.90+ I

2. Density correlation

Sidechainorbaseg:ggzlzlzl]vl I hree W m . V.] E|:D:I D I I I I:[[

H>30 @>15 157
Backbone 1.04

o 0.5
3. Density index

Sidechainorbalse%g:uu = ULLH—IJLUJ—U_LI\/LNUMUJ e WU_P‘UU—‘U_‘—‘ [

<Dens> = 0.0627,0 = 0.0090 1.5- L
B> 60. 60.
Backbone 30.
4. B-factor
Swie chain orbase 30‘-_-
60.
1.00 W
5. Connect 0.50- T 3
VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTIKAKNQLK
i @ [co) oo} ool o] oo} oo}
residue number > o i & 1] 3 o]
I3 15} ™ 3] ™ 3] 3]

chain identifier o

SFCHECK 7.03.16




Structure Factor Check
3L71

Local estimation (20)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.80

0.904

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

1.5+
1.04
0.5

e e T :
o B T PO BT - 5B

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase Som
60.
1.00,
5. Connect 0.50] W :
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 3 ® 3 B £ X X 3
3] ™ 3] ™ < < < <
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<os 0.807

Backbone
2. Density correlation

Side chain or base).90

Mﬂh%mﬂm

0.80-
W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090
> 60.
Backbone
4. B-factor
60.
1.00 1|
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3L71

Local estimation (21)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
o O e e e T O T e T e T
1. Shift =
Side chain or base %87 [
0 =0.1265A 3.07 —
m<038 0.807 i
Backbone 0.90+

0.80- -
m>30 .>1.sB %g B
3. Density index & r
Side chain or base g_)giv[l: T[
<Dens> = 0.0627,0 = 0.0090 1.5-
W>60. 60. T — —
senwe TN OTITTA
4. B-factor
Side chain or base 30. iﬂ]v[l IWM J\/L
60.1 — il = B ———
1.00
5. Connect 0.50 +
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
m<o08 0.801

Backbone
2. Density correlation

Side chain or base).90+
0.80-

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090 B
Backbone L
4. B-factor
Side chain or base 30_“1
60.
1.00 W,
5. Connect 0.50

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

3L71

Local estimation (22)

VNA. (GLY) 2-8: B

- Backbone 10
1. Shift

i i 1.0
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.804
Backbone 0.90+

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

0.80-

H>30 @>15 %g:
Backbone 0257

3. Density index e
Side chain or base 28:

<Dens> = 0.0627,0 = 0.0090 IL5-

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50

E
residue number

chain identifier [P

KDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLI
N N N o N N N

™ < o © ~ o) (o2}
N N N N N N N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1265A
o os0 Mﬂmﬂﬁj
Backbone 0.90q
2. Density correlation T =
0.80- =

m>30 M>15 T
Backbone %)
3. Density index '
Side chain or base ES:UJ U—LU_U—LU—LUJ LUJ—U \—U_‘ U U LUJ W LLM_UJ W U VHE t
<Dens> = 0.0627,0 = 0.0090 1.5
M > 60. 60
Backbone 30.1

4. B-factor

Side chain or base 30.4

60, m

1.00
5. Connect 0.501

L
residue number &
)
P

chain identifier

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N
I o ™ < n © ~
™ ™ ™ ™ ™ ™ ™

SFCHECK 7.03.16




Structure Factor Check
3L71

Local estimation (23)

V NA. (GLY) 3.0 r
Backbone %8: B
1. shift '
) . 104 =1
Side chain or base 204
0 =0.1265A 3.0
m<08 0.80
Backbone 0.90+

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

= || 9

0.80-
H>30 @>15 %g:
o Backbone 0.5
3. Density index =
Side chain or base 88:
<Dens> = 0.0627,0 = 0.0090 1.5-
> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 -
5. Connect 0.50- T L
MLNY| [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNL IGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier P Q
V NA. (GLY) g-g: [
- Backbone 104
1. Shift 9
) . 1_075JUQ DJHDQMD:DDD:D DD:D:DQDD 0 0 I
Side chain or base 20 L
0 = 0.1265A 3.0- —~
[W<o0.s8 0.801 [
Backbone 0.90+ I

2. Density correlation

et i | i LU IR (L | i

H>30 W>15 %'8:
Backbone 0:57
3. Density index
Side chain or base gg:
<Dens> = 0.0627,0 = 0.0090 1.5-

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

1.00 -
5. Connect 0.50- n k -
VQDGPDENGELFMRPGK I SDYFPKPYPNPEAARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | < b o b pa S b S
— - - - —

chain identifier ~ |Q

SFCHECK 7.03.16




Structure Factor Check
3L71

Local estimation (24)

Backbone
2. Density correlation

0.90+

VNA. (GLY) 2-8: L
: packbone L0 o T h T e e e H b e H o o e T e e

1. Shift
) ) 107%@%&&#@%%@@%%47
Side chain or base 204 L
0 =0.1265A 3.0- —
m<os 0.80- r

mﬂmﬂmﬂm
Side chain orbaseo_Q(ijﬂz[fljjVEI o I‘U—'w — u w F W = I
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

L5
1.0
0.5+

o O
i ) 13 | 1

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 3om“
60.
1.00 ]
5. Connect 0.50- -
EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
residue number e b 2 o o g o
- - - — - N [aV)
chain identifier  |Q
V N.A. (GLY) g-g: r
Lo N I e [
1. Shift & =
o Lo PP A AH P 0 s A O O R M H P T
Side chain or base 204 L
0 =0.1265A 3.0° L
m<os 0.807 r
Backbone 0.9+ -
2. Density correlation R
Side chain or base()_g(rwu I D:D—I—LLLru I W I_'—l—lvu Uu L
0.80- -

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

5
0
5

ARERRCECDND JURRR (AN AN A AN A oy ¥
o e e A e

1.
1.
0.
0.
1.
1.

oo

=R 60.

4. B-factor ] I
60. -
1.00

5. Connect 0.50 I

residue number

chain identifier

SFCHECK 7.03.16
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— - —

N ™
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Structure Factor Check

3L71

Local estimation (25)

Backbone 0.90+

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

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.80+

0.80-
W>30 @>15 %g
o Backbone O:5

3. Density index

Side chain or base 88:
<Dens> = 0.0627,0 = 0.0090 1.54
H> 60. 60. T
4. B-factor

60. |
1.00 r
KNVVTQFI SSLSASADVLALSKIEIKLSDI PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDR]
residue number 2 2 =2 > b b S
— —
chain identifier R

VN.A. (GLY) g-g’ C

Backbone 1'0: L
1. Shift - @

Side chain or base % 8: L
0 =0.1265A 3.0 =
m<o08 0.801 i

Backbone 0.90+ r

2. Density correlation

FTWRETTIN Te Y DR Ny
e L L e D

m>30 E>15 1

3. Density index

Side chain or base gg:
<Dens> = 0.0627,0 = 0.0090 1.5

ULk AL LI R

B> 0. 60.
BaCkbone _ [
4. B-factor
Swie chain orbase % -v-v-vlvv-v-v-v_v-v vIE

1.0&
5. Connect 0.5&~H_H“

111

b LTI

mlllh alt

residue number

chain identifier R

<
-

0 © ~
— — -

VKKPEWVILVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG GRL
— — — — — - -

[
—
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Structure Factor Check

3L71

Local estimation (26)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
1.0+
Side chain or base 204
0 =0.1265A 3.0-
m<o0s8 0.80+

Backbone

0.90H
2. Density correlation -
Side chain or base0.90+

0.80-

H>30 E>15 %g:

. . Backbone 0257

3. Density index e

Side chain or base 287

<Dens> = 0.0627,0 = 0.0090 1.5
Il > 60. 60.
Backbone 30.

4. B-factor

60.

1.00
5. Connect 0.50- -
MDRI RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDK
residue number 8 8 g 8 8 ,‘2 8
chain identifier S
V N.A. (GLY) 3-8* r
Back >l [
) ackbone 104
1. Shift
Side chain or base 1-07
2.0+ =
0 =0.1265A 3.0 L
m<os 0.807 r
Backbone 0.90+1 -

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

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

PR ST S = ) [P

PI¥ & i

W > 60.
Backbone
4. B-factor I
1.00 ]
5. Connect 0.50- i
PYLEPYLKEVIRERLEREAWNKK THFGNLARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPP]
residue number 3 S = N 9 N S g

chain identifier
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Structure Factor Check
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Local estimation (27)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
- o OO O L [ [ O O,
Side chain or base 204 L
0 =0.1265A 3.0- —
m<08 0.80

Backbone 0.90+
2. Density correlation -

e Lol ]
~=-=saf| W TVE 1 TN WO T

H>30 W>15 %g: M L
Backbone 0.5 ’_HT L

3. Density index A VULU_U N0 OO oo b 9g= O O =O[

A A 0.5
Side chain or base 1.04 L
1.5-

<Dens> = 0.0627,0 = 0.0090

Backbone 30.
4. B-factor
60.

1.00 i T
S il & Ml I

FLGAYLLYSWGTQEFERLKRKNPADYEND| [ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCT
residue number ¥ 3 N N I S 9 S
chain identifier [T U
V N.A. (GLY) 3-8* r
Backbone 1'0: [
1. Shift TP HH Ao A VM g H
Side chain or base %8: B
0 =0.1265A 3.0 =
m<os 0.807 r
Backbone 0.90+ -
2. Density correlation E = =

S TP AMETF 8

>30 W>15 157 B
oy SR b 0000 ot (IO il

3. Density index

Side chain or base

0.5+
1.0 L
<Dens> = 0.0627,0 = 0.0090 1.5-

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

1.00

EELFDFLHARDHCVAHKLFNKLKl |. ... ........ RPLLCRESMSGRSARRDLVAGISLNAPASVR ALLRQ|
o N [} n Lo

residue number

n
© ~ ™ Tel © ~

chain identifier U w
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Structure Factor Check
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Local estimation (28)

VNA. (GLY) 3.0 L
Backbone %8: L

1. Shift O I H e e e e bl ] o 0 0 O m [
o 1o R R A TV Ve A e -

Side chain or base 204 L

0 =0.1265A 3.0- —
m<08 0.80+ r
oo o0le Tt o difindl] d a1 st i o I

Ie - - I

2. Density correlation -

e I il k! I i

Backbone

s I O ol
0.5: - D

3. Density index
Side chain or base
<Dens> = 0.0627,0 = 0.0090

VIR Pe JpPut 10

T 10
Backbone 30.
4. B-factor
60.

1.00 r
5. Connect 0.50- h -
AYSALFRRTSTFALTVVLGAVLFERAFDQGADAIFEHLNEGKLWKHIKHKYEASE [] DN N
residue number 5, M 3 3 b = B8 9 =
& e S
chain identifier E E a
V N.A. (GLY) 3.0 r
Backbone 58: L
1. Shift Tl o= T = s Y T o O = I O T A = [ =T - R = :n:D:D::
) ) 1.0 L
Side chain or base 2.0 L
0 = 0.1265A 3.0- —~
m<o038 0.80q
Backbone 0.90+ D D D -
0D _ s wmel_ ooz 0= D sl e @ _m L

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

0.80-
m>30 E>15 157 B
Backbone ég: D D I l_l::
3. Density index 2 0_ - _ _ - . =82 _ - _ _ _ _ _DberE _ [
Side chain or base gg: [
<Dens> = 0.0627,0 = 0.0090 1.5- —

B> 60, 60.
Backbone 3O]IDIIIIIIDDIIIIIIIIII
4. B-factor

Side chain or base 30.
60.

1.0
5. Connect o.sq
Y

residue number

chain identifier
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Structure Factor Check
3L71

Local estimation (29)

2. Density correlation

VNA. (GLY) 2-8: r
T 1 e et

1. Shift e =
: ; 1.0 -

Side chain or base 204 L

0 =0.1265A 3.0~ -
m<08 0.80, r
Backbone 0.90+ r

Side chain or baseQ.90+ r
0.80- -

H>30 W>15 1
Backbone é
3. Density index
Side chain or base

0.
1.
<Dens> = 0.0627,0 = 0.0090 1.

5o
0,
5-

5-
0
5

4. B-factor

B> 60. 60.

Side chain or base 30.+ L
60.- L

1.00- =
5. Connect 0.50 -

residue number

chain identifier
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