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

Structure Factor Check
3L73

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH TRIAZOLONE
INHIBITOR
Date: 27-DEC-09
PDB code: 3L73
Crystal Structure Factors
Cell parameters: Input
af 1921020 4 b 91085693 2 .0:95661(503 2 Nominal resolution range: 25.0- 290 A
o ' B: : v: : Reflections in file: 166720
Space group: P 2121 21 Unique reflections above 0: 166720
above b: 161882
above &: 96414
SFCHECK
Nominal resolution range: 25.0- 3.04 A

M odel
32645 atoms (19 water molecules)

\O5max. from input data, min. from author\05

Used reflections: 145117
Reflections out of resolution: 21603
Completeness: 99.7 %
R_stand(F) = g(F)>/<F>: 0.073

Anisotropic distribution of Structure Factors

ratio of eigen values: 1.0000 0.4474 0.45(4

Number of chains: 51

Volume not occupied by model: 62.4 %

<B> (for atomic model): 79.6 A2

o(B): 18.27 AN2

Matthews coefficient: 4.14

Corresponding solvent % : 70.03
Refinement

Program: CNS 1.1

Nominal resolution range: 25.0 - 3.04 A

Reported nominal resolution: 3.00 A
Reported R—factor: 0.259
Number of reflections used: 145117
Reported Rfree: 0.29
Sigma cut-off: N.A.

B_overall (by Patterson): 53.A"2
Optical resolution: 2.25A
Expected opt. resol. for complete data set: 2.25|A
Estimated minimal error: 0.093 A
Model vs. Structure Factors
R-factor for all reflections: 0.306
Correlation factor: 0.851
R-factor: 0.307
for F>2.00
nom. resolution range: 24.97 — 3.04A
reflections used: 141488
Rfree: 0.335
Nfree: 2775
R-factor without free—refl.: 0.307
Non free-reflections: 138713
<u> (error in coords by Luzzati plot): 0.604 A
Estimated maximal error: 0.414 A
DPI: 0.376 A
Scaling
Scale: 0.483
Bdiff: -9.31

Anisothermal Scaling (Beta):
12.5073 -4.4573 -3.7911 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.416 250.040

SFCHECK 7.1.01

000




Structure Factor Check
3L73
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Local estimation

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1199A
m<o0s8 0.80q

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

Il > 60.
Backbone
4. B-factor
60.
1.00 L =
5. Connect 0.50 +
AATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAF
residue number [ b b - = o by =
chain identifier ~ |A
VN.A. (GLY) g-g: L
Lo N e e e e e e e e e o e O L e e T
1. Shift 5 r
- 1 o LAV P O O H O S P D M PO T
Side chain or base 20 L
0 =0.1199A 3.0~ =
m<o08 0.801 i
Backbone 0.90q T
2. Density correlation =
Side chain or basw_g&:U:ITDv [ v 0= ‘:]:l:l I F I [—‘ W I_L'_‘—I—‘—U_’VI]:I—'_W‘—F‘—'_‘—Li
0.80- =

m>30 M>15 %-8:
. Density index 4
=
—— R um 7 008 0 “HO=e u_pwi
<Dens> = 0.0544,0 = 0.0085 1.5 —

= 60. —
4. B-factor
60. —L
1.00 w —
5. Connect 0.501 "

residue number

chain identifier
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Local estimation (2)

2. Density correlation

packbone O'QGWMM ol i

0= O 0o O B
e I e T T
0.80- L

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

1. Shift
o cha 1.07%MMW$MU—UMM¢MMMMM,
Side chain or base 204 L
0 =0.1199A 3.0- —
m<os 0.80 M =

H>30 @>15 L
Backbone (l)
3. Density index
Side chain or base g_)
<Dens> = 0.0544,0 = 0.0085 1.

5)
0
5)

5-
0
5

AN JNNNEN N T OO O [Tt
Pt Ry T T

4. B-factor

H> 60. 60.7
Backbone 30.7‘H_.>

Side chain or base 30.
60.

LR AR EEPEEEERELLLE AR
L0 C L RREEPERRRECRRREEEEERRERy ARFEEEEERECERY ey

1.00
5. Connect 0.50- w T -

residue number

chain identifier

DYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPRMVLAAAGGI| SHKELVDAARQHFSGVSFTYKE
= — - () I i — —

0 © ~ [ee] [} o — N

~ — — — — N N N

A

Backbone 0.
2. Density correlation

V N.A. (GLY)
Backbone
1. Shift
Side chain or base 1.0
o =0.1199A
m<o08 0.8

0.8
W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085
> 60.
Backbone
4. B-factor
Side chain or base 30,.[:
60.
1.00+
5. Connect 0.5&T r
DAVPILPRCRFTGSE| RARDDALPVAHVALAVEGPGWADPDNVVLHVANAI IGRYDRTFGGGKHLSSRLAALAVE
residue number - 3 o ° = b >
« N 3\ ~ o~ I3 13\

chain identifier
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Local estimation (3)

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

1. Shift
Side chain or base

0 =0.1199A

m<o08 0.807

Backbone 0.90+

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

H>30 @>15
Backbone

3. Density index

Side chain or base -

5]
.0
45

<Dens> = 0.0544,6 = 0.0085

> 60.
Backbone

4. B-factor

Side chain or base 30_]]1
60.

1.00

5. Connect 0.50 S

residue number

chain identifier

KLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPV
— — () - — I -

H
]
o — IN ™ < [ie) © ~
] ™ ™ ™ ™ ™ ™ ™
A

V N.A. (GLY) 3.04

Backbone

1. Shift

Side chain or base
o =0.1199A

1.0+
2.0+
3.0-

m<038 0.807
Backbone 0.90q

2. Density correlation

Side chain or base).90

0.80-
E>30 H>15 %-8: B
5 Densit Bgckbone 054 ﬂ
. Density index - L
O - O \%
Side chain or base gg:ﬂ vlj VUJ u_m—u I U U W \/U—H—L ]:D:I\/U—UJ Dif
<Dens> = 0.0544,0 = 0.0085 1.5- -

> 60. 60.
Backbone 30.

4. B-factor

60.

]

<
—

1.00

5. Connect 0.50 T H—W—

residue number

chain identifier
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Local estimation (4)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
) , 1-O*MWWMWW&H
Side chain or base 204 L
0 =0.1199A 3.0-
m<o0s8 0.80+ r
e OO M e A e o HL on oo m ] e mille me o[
2. Density correlation - =
Side chain or baseo_g('f:ﬂ—:[lzmv. :EDVT] D I I I I I [I r
0.80- L
m>30 @>15 A B
- o B;ckbone 0.5 L
. Density index (| m 7 D\ ™M T
Side chain or base 28: W D—/v :—D_LU—LUJ \/u b D_D:I:U U U U_u U Lu U:
<Dens> = 0.0544,5 = 0.0085 15- —~
H> 60. 60.
4. B-factor
60.
1.00 |
5. Connect 0.50- -
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number > =) R 3 N 8 8
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1199A
m<o08 0.8 i
Backbone 0.9 [
2. Density correlation —[I{Pq]:]:ﬂj:[lfl 5= =L
0.8 -
W>30 @>15
Backbone

3. Density index

Side chain or base 28:

WY ] T WP I It

<Dens> = 0.0544,0 = 0.0085 1.5-
> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (5)

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

1. Shift
) . l-O*MMMWwﬂﬁM%Wf
Side chain or base 204 L
0 =0.1199A 3.0- —
m<08 0.80+ r

Backbone 0.90+
2. Density correlation -

ol
St I T 1 T T T

W>30 W>15 1-8’ r
Backbone 1.0 B

3. Density index

Sidechainorbase?:gé:D LU U D—VD LU_U U u ESgnpugl \_':D] = ED—D:N VE UJ ain%% D:E[E
1.5

<Dens> = 0.0544,6 = 0.0085

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 { W S

NPLYCPDYRIGK|TSEgLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGEIREQN
residue number 2 > S =1 IS 54 <

[¢°) o - N ™ <
— - N [aV) N N N
chain identifier B
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift & =
_ . 1_0,WW,
Side chain or base 204 L
0 =0.1199A 3.0~ =
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation e el 0 =

Side chain or base).90 [I I I m I I I I W -
0.80- -

H>30 @>15 1.59
Backbone 1.07

0.5+

3. Density index =

Sidechainorbase%g: w Ul LU U VI_MJ LWU Lu R WUU ULU_U_N%
1.5-

<Dens> = 0.0544,0 = 0.0085

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

1.00
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)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
1.0+
Side chain or base 204
0 =0.1199A 3.0
m<o0s8 0.80+

Backbone 0.90+

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

0.80-

W>30 W>15 1-8’
Backbone 1.0

0.5+
3. Density index e
Side chain or base 88:
<Dens> = 0.0544,0 = 0.0085 15
W> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 w
5. Connect 0.50- Il M ﬂ -
FYTISQAAHAGEV | RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEI GSEALLSGTHTAPSVV
residue number =1 S 3 3 IS 2 2
™ ™ ™ ™ ™ ™ ™
chain identifier B
V N.A. (GLY) g-g: r
L kb 101 O e e TH
1. Shift & =
10] [P AO O] O T
Side chain or base 204 L
0 =0.1199A 3.0~ =
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation = =
y o
Side chain or base).90 -
0.80 -

H>30 @>15 157
Backbone 1.04

o 0.5
3. Density index

Tl AT T T e B
e L IR LA LT B e Mfﬂﬂ[

<Dens> = 0.0544,0 = 0.0085
> 60.

Backbone [
4. B-factor

Swie chain orbase 30-'_ _
60.

1.00
5. Connect 0.501 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)

2. Density correlation

P ) Wy N ) e |
N e —D—ZDT_T—F:EVEVD—‘:’T’
Side chain or base).90 L

0.80- L

VNA. (GLY) 2-8: L
P anzNanRnnAdan=na=sialninsinnsunnnninfidinnanninnnnlannzninunninnn=suninnnns
1. Shift
Side chain or base 20 L
0 =0.1199A 3.0- —
m<os 0.80 r
Backbone 0.90+

Hl>30 @>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0544,6 = 0.0085

e | Tl ] S U A

W> 60. 60.7 - r
4. B-factor
Side chain or base 30_—% MM MI]—M l M M@m,
60.- - = L L L B
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYG S|
residue number b= o b 2 = by §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1199A
m<os 0.807 r
Backbone 0.90+1
2. Density correlation
Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

M > 60. [
4. B-factor = = =
Side chain orbase 30.7 M m J_[7
60.- — — — L
1.00
5. Connect 0.50- I 3
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATV I TNLFSAIPYIGHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b = 3 o o 2 b=
— — — — — — — —
chain identifier  |C
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Local estimation (8)

VN.A. (GLY) 3.09 r
Backbone %'07
1. Shift
" ! 1.0+
Side chain or base 204
0 =0.1199A 3.0-
m<o08 0.807

Backbone

0.904

2. Density correlation

Side chain or base0.90+

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00

5. Connect

0.50+

residue number

chain identifier

HFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
P - — — () - —

[« o — N ™ < [Te}
— N N N N N N

c

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
o =0.1199A

W<08
Backbone

2. Density correlation

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

W > 60.
Backbone

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 (9)

2. Density correlation

VN.A. (GLY) 3.09 C
Backbone %'07
1. Shift
" ! 1.0+
Side chain or base 204
0 =0.1199A 3.0-
m<o08 0.807

Backbone 0.90+

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00

5. Connect 0.50 ( -

residue number

chain identifier

LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSS
— — — — — -

~
< 0 (=] ~
™ ™ ™ ™ - o

C D

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
o =0.1199A

2. Density correlation

m<038 0.807
Backbone 0.90+q

Side chain or base).90+
0.80-

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

H>30 W>15 1.59

1.0
Backbone 0.5

0.5+
1.0
1.5-

> 60. 000 I i
s S I
4. B-factor 7
Side chain or base 30_—]]v[[1
60 Sl =

1.00
5. Connect 0.50 L -

residue number

chain identifier
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Local estimation (10)

V NA. (GLY) 2-8: r
P et liana=ailnnniunnnnnin=aindilulnalnsunn=sunninanninnnhunnlAuniunnulsnna}
1. Shift
: : 1.0+ -
e e 3¢ JIT O PP C P Ve B e E e e
0 =0.1199A 3.0- L
m<o08 0.80 r
Backbone 0.90+ I
2. Density correlation 7J5l—;—v—4_iﬁ N o M I S,
Side chain or base).90
0.80-
H>30 W>15 ]
Backbone g
3. Density index e
Side chain or base 8:
<Dens> = 0.0544,0 = 0.0085 5
W> 60. 60.
packbone 30-
4. B-factor
Side chain or base 30.
60. —
1.00
5. Connect 0.50-
ARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number = o b o ;' b bl N
~ - — - - — - -
chain identifier D
V N.A. (GLY) 3.0+ r
= S T e e e T T e e s e
1. Shift ' L
Side chain or base %8: i M—u u ] U D] u [D:D—u—u_u D D D [D q B
0 =0.1199A 3.0 =
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation T ] —
y . .
Side chain or base).90 -

0.80-

H>30 @>15
Backbone

3. Density index

Tl

Side chain or base g
<Dens> = 0.0544,0 = 0.0085 5
W>60. O-I
Backbone 30. TT
4. B-factor
Side chain or base 30_]]:
60. —
1.00
5. Connect 0.50 -
PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o > 3 4 N bt s
— — « o~ N 3] I3l
chain identifier D E
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Local estimation (11)

VNA. (GLY) 2-8: L
o O e e T e T O e T et
1. Shift
. 1 o JFEFCE P OO [ T O o O P,
Side chain or base 20 L
0 =0.1199A 3.0- -
m<o0s8 QT i
packbone 099 b amm Wmﬂrﬂ—ﬂ’v—ﬂlﬂi
. H I s S
2. Density correlation T e === = :EPFEETT = D:D L
Side chain or base).90 r
0.80- =
W>30 W>15
Backbone
3. Density index
Side chain or base 0
<Dens> = 0.0544,0 = 0.0085 5
H> 60. 60.
Backbone 30. T
4. B-factor
Side chain or base 30. J»
60.
1.00 T
5. Connect 0.50- -
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQFI SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =2
chain identifier  [E
VN.A. (GLY) g-g: L
- Backbone 10
1. Shift 5
’ ) 1.0+ r
Side chain or base 20 L
0 =0.1199A 3.0- =
[W<o0.s8

Backbone
2. Density correlation

fns B30 a¥inE (B EE --Il---lll ll 1 Ii%s Iss
2RI T PP R 1T 1
0.80

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

1.59 r

1.0+
0.5+

0.5+
1.0+ r
1.5- =

B> 60. 60.
Backbone 30.
4, B-factor
60.
1.00, =
scomet ool brin o oo I st el [T T HITHI

residue number

chain identifier
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Local estimation (12)

Side chain or base
0 =0.1199A

V NA. (GLY) 3.0 r
2.0 -
e 107 insusiilisuliusl=lasasinninuininnnnt

- S SECCE [T ] P T O

2. Density correlation -

m<os8 0.804
‘*]J]ﬂji-iclﬂliﬂﬂﬂﬂ]] ol . . 5]

V_EFZDT:D: V= v/ =T
Seiechaner baseo'g&:I:IvI:I: E’V-VD :[lzl:[l]vm:l:lv [
0.80-

3. Density index

<Dens> = 0.0544,6 = 0.0085

B | [
Side chain or base g_) 8:j u U\/ \/D_DJ U:I \/_,:'—D—V W
1.5-

E>30 @>15 1.54
. S ol o B B o L s el

Backbone
4. B-factor

T

[

il

TN 5

5. Connect g:ggﬂ A‘W H‘h m [ Fmﬂw

CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG
— - I P

residue number © ~ 0 >
— — — —

chain identifier  [E

o
~

F

o
N

GRLMDRI RKWYYNAAGFNKYGLMRDDTLYEDDDV

o o
() <

VNA. (GLY) 397 [
Backbone ]
; O e W e e e T e o L e O [
1. Shift jmmum ] I [T THDB %’
Side chain or base % 8: i
0 =0.1199A 3.0 =
[W<o0.s8 0.807 [
Backbone 0.90+ i
2. Density correlation =
Side chain or base).90 wﬁrﬂu I
W>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085
W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50
) KEALKRLPEDLYNERMFRTKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK [THFGNL
residue number 2 3 IS 2 I3 =] = M
chain identifier ~ |F G

SFCHECK 7.1.01




Structure Factor Check
3L73

Local estimation (13)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
" ! 1.0+
Side chain or base 20
0 =0.1199A 3.0-
m<o08 0.807

Backbone 0.90+

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

0.80-

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

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

0.5
1.0+
<Dens> = 0.0544,0 = 0.0085 1.5-

Backbone 30.
4. B-factor
Side chain or base 30_“ J» LU_I].»
60. -

1.00 =
5. Connect 0.50 {—

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

residue number q N & g B © N

chain identifier |G

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1199A
m<038 0.807 r

Backbone 0.90+ |

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

0.80

H>30 E>15 %-5’
Backbone 07

o 0.5
3. Density index

AN 0 O Y MMM OO 11
Sidechainorbase%giw UU—LU_UJ_LUMU—M U_HJILULU—LIE_IJ ULI—ULHJUJ E

> 60. 60.
Backbone 30.

4. B-factor

<Dens> = 0.0544,0 = 0.0085 —
Suie chaimorbese ol _:l]-:- L
60.-

1.00 =
5. Connect 0.50 =

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
[ o) [} o2}

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

chain identifier H

SFCHECK 7.1.01




Structure Factor Check

3L73

Local estimation (14)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
Lo P Lo e e P e Ff] [

1. Shift =
o 104 OO A A P IMO T
Side chain or base 204 WMMWM L
o =0.1199A 3.0- —
m<08 0.80q r
e %% JII.IIJJm o [

Jeh. 0 an d
"TTHIT1 TR ooy

Hl>30 @>15
Backbone

3. Density index

<Dens> = 0.0544,6 = 0.0085

Side chain or base

> 60.
Backbone
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) 3-8* r
- eckbone L0 o e P e e eel]  EeRer e P (e P e i
1. Shift = L
S 1o PO FAOFE VOO A VR = VRV,
Side chain or base 204 L
0 =0.1199A 3.0~ =
m<os 0.807 r

Backbone
2. Density correlation

Side chain or base).90

] SO [ N R

0.80-

el Mon oLl B1 . o
TR "IN

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0544,0 = 0.0085

Side chain or base

1.57
1.0+
0.5+

(W M

0.5+
1.0+
1.5-

AN N T TR
I [ [FE e e we

L ~

W > 60. 60.

4. B-factor = [
60.
7.00 -

5. Connect 0.501 H‘H ] |

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L73

Local estimation (15)

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 =0.1199A 3.0-
m<o08 0.80
Backbone 0.90+

Hl>30 @>15
Backbone

3. Density index

2{ I (D A s T

AT
[ USem CT oW

Side chain or base ggiw 0 UJ LP U D I m
<Dens> = 0.0544,6 = 0.0085 15- —
W> 60. 60.
4. B-factor
Side chain orbase 30m
60.
1.00 L] I
5. Connect 0.50 % +
SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQN
residue number R 3 Q 2 2 By 29
- —
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1199A
m<os 0.807 r
o O‘Q&M%Mbmﬂmwﬂﬂ?muﬂmﬂiﬂ
2. Density correlation E = =
Yy : : ol =~ [
Side chain or base).90 -
0.80- -
m>30 E>15 e r
- o Bgckbone 0:5
. Density index — =
[ v |
Side chain or base ggj—r u—‘_u i U—U‘U LLU I:_levl u U_I\/ LLU LU U LU Lu LU_H L:
<Dens> = 0.0544,0 = 0.0085 1:5 L

B 60, 60.
4. B-factor
60.
1.00 w
5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L73

Local estimation (16)

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

1. Shift
) ) 1_07WMMLDWM—W7
Side chain or base 204 L
0 =0.1199A 3.0- -
m<08 0.80 r
Backbone 0.901 i

2. Density correlation -

o o ==V :F:DT:
Side chain or baseo_g('f]_l . I I m_w I:D [
0.80 W —

W>30 W>15 1-3’
Backbone 1.0

o 05
3. Density index e
Side chain or base 72|

<Dens> = 0.0544,6 = 0.0085

Side chain or base 30.
60.

B> 60. 60.
e ‘-_‘_

7.00 LT
5. Connect 0.50 W =

MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
[s2} ™ [} [} ™ [32 ™

residue number o s ~ ™ < ¥e] ©
« o~ N [ N 3 39

chain identifier [N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1199A
m<os 0.807 r
Backbone 0.9+ -
2. Density correlation =i =
Side chain or baseo_gg]=: [Ivu_l—]_H_WWA_H_/"_u D LLI_]_I wm = q v q |

W>30 @>15
Backbone

3. Density index

1
1.
0.
Side chain or base ggj U_F \uu—mml—u LU—U_U w U—U m VU—IVU_U LI—U_U—U—LU_IVLU %
<Dens> = 0.0544,0 = 0.0085 15

=R 60. T
4. B-factor
Side chaim orbase 3Om -‘
60. — —

1.00
5. Connect 0.501 -

LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR]
o (82 [se] [ [32] [} (82 (8]

residue number ~ e o o H I v} <
o~ N « 13} ™ ™ ™ %)

chain identifier N

SFCHECK 7.1.01
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3L73

Local estimation (17)

V NA. (GLY) 3.0

e e e T e A T e e e e T hreer e e T T T
1. shift (O] P VP O L O] PR A T A

1.0
2.0+ =
3.0

Side chain or base
0 =0.1199A

m<o0s8 0.804 r
ackhone OIQGM—\M rl—ﬂ |

2. Density correlation

Side chain or baseO_g(fT U—‘J—LI]: W r I I [I I H F [I D I L
0.80-

W>30 W>15 1-3’
Backbone 1.0

o 0.57
3. Density index E

Side chain or base ggi—lﬂmw‘j & w VI—D U m u LU_[DJ UJ—DEWE
<Dens> = 0.0544,0 = 0.0085 15

Side chain or base 30.

B> 60. 60.
e -'_

60.
1.00 i, L L]
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 4 3 Q 3 2 2 9
3] ™ ™ ™ ™ < <
chain identifier [N

V N.A. (GLY) 3.0
Backbone

Lo e HHH B
1. Shift

Side chain or base

1.0
2.0
0 =0.1199A 3.0-

m<o0s8 0.80

packbene OIQ&MM ﬁmm ’_I_!I |
PR e I

2. Density correlation e

== E=V, T = =N
Side chain or base0.90- I\WW Ij—D:rI_U m TM—LLI VEI_U L
0.80-

W>30 @>15
Backbone

3. Density index

AN | AT T M e
et TSI FTE T ARTT OO

15
1.0
0.5

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

1.00 ,
5. Connect 0.50- 3
PALAAVGPIEQLLDYNRIRSGMYW I CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
residue number Q 3 Q © @ ® ® ®
q Q 3 =1 3% ™ < rel
chain identifier [N o)

SFCHECK 7.1.01
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Local estimation (18)

VNA. (GLY) 2-8:
e O I T e e e e e e T e
1. Shift
B 1'0’WMWMW’
Side chain or base 204 L
0 =0.1199A 3.0

m<o0s 0.80 r
ackhone OIQQWWMWMwi

2. Density correlation -

=0V T_\M
Side chain or base0.90+ I I I I I I H I I L
0.80- L

H>30 W>15 1.57
Backbone :

3. Density index

Side chain or base

<Dens> = 0.0544,6 = 0.0085

> 60.
Backbone
4. B-factor
60.
1.00
5. Connect 0.50- -
esidue number AHOLOLRLASPLTT;JGASSFR 1 TRO(‘SI EAVGGSLSO\/OY STREKMTYO%VECLRDHVDOBVMEYL LNVTOTDAPEFRPWEVJODL
3 = 8 & S = S g
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1199A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation E == =
Side chain or base()_g(rj:’:\:lzﬂ I I I I T W I D I D ED D I -
0.80- -

H>30 E>15 %8
Backbone 05

3. Density index

<Dens> = 0.0544,0 = 0.0085

AMMNMMNMMNNNN 0 O M T T
see e 2SI I A DU WO TP I 077

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

1.00 1| ] L
5. Connect 0.50 -
QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKI TSEQLHHFVQNNFTSARMALVGI GVKHSD]

i ool [oe] [oe] ee] oo} [ee] oo}

residue number < o) o ~ e) > >

— — — - - - N

chain identifier o

SFCHECK 7.1.01




Structure Factor Check
3L73

Local estimation (19)

2. Density correlation

= I vV V=T Yauine
Side chain or baseo_gcr—l] I LH_I\W D:I:IJ—U/ V:l_@m,
0.80- LU_U L

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

1. Shift
) ) l.O*MM%MW_WMMMMML*
Side chain or base 204 L
0 =0.1199A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

1.5+

m>30 @>15 ] -
o Backbone 0.5 L

3. Density index 05] U =V o VD T

Side chain or base 1'07 L
<Dens> = 0.0544,5 = 0.0085 1.5- —
H> 60. 60.
4. B-factor

60.
1.00+ -
5. Connect 0.5(J 5
LKQVAEQFLNTRSGAGT SSAKATYWGGE TREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHYLGAGPLTKRGSS
residue number - a % @ % % IO\D %
N N ~N N N N N N
chain identifier O

T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1199A
m<o08 0.801 i

packbone Og&mdﬂmfmﬁ\mﬂlwmmﬁmi
2. Density correlation D:LT_F,_VI]VT:[D = DVW

0.8

H>30 W>15 157

Backbone 1.04

3. Density index

0.5+

Side chain or base 93]

o= [v

W MW I E e

1.0
<Dens> = 0.0544,0 = 0.0085 1.5-
> 60, 60.
Backbone 30.
4. B-factor
60.
1.00 L o -
5. Connect 0.50- m i

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L73

Local estimation (20)

2. Density correlation

Side chain or baseQ.90+

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

) . l_O,MMW%M%WMLh
Side chain or base 204 L

o =0.1199A 3.0~
m<08 0.80 r
Backbone 0.904 I

ﬁmﬂﬂmm%
1T T 1 INT NN 1T

0.80-
W>30 @>15 1-8’ r
o Backbone 35: B
3. Density index 051 0 o 09V B
Side chain or base 1'07 L
<Dens> = 0.0544,5 = 0.0085 1.5- =
B> 60. 60.
Backbone 30.
4. B-factor
60.
1.00+
5. Connect 0.50 3
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 8 ,03 % % 8 8 ﬁ %
™ ™ ™ ™ < <~ < <
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1199A
m<o08 0.801 i
Backbone 0.90q r

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

Backbone L
4. B-factor
60.
1.00,
5. Connect 0.5&W i

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check

3L73

Local estimation (21)

SR AN s T T g
Side chain or base0.90+

0.80-

VN.A. (GLY) 2-8:
L R I e e e e O e e e e A e
1. Shift I
Side chain or base %87 L
0 =0.1199A 307
W<08 0.80q
Backbone 0.904

H>30 E>15
Backbone

3. Density index

15 r
1.0

0.5

O. -
1.

o ] O
Side chain or base 7~ |
<Dens> = 0.0544,0 = 0.0085 .
H> 60. 60.7 (
Backbone 30.4 T
4. B-factor v[
Slde Chain x base 307 Im m
60.-
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 =0.1199A
m<o08 0.801
Backbone 0.90+
2. Density correlation 1= o
Side chain or base()_g;)] [I . D I \U—U_I—U—W—‘_WU_I:FT::FF
0.8
H>30 M>15 %-8:
Backbone 0.54

3. Density index
Side chain or base
<Dens> = 0.0544,0 = 0.0085

0.5+
1.0
1.5-

Lk T

4. B-factor

B> 60. 60.
Backbone 30.

Side chain or base 30.
60.

Y

U]

5. Connect

1.00q
0.501

1

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L73

Local estimation (22)

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

1. Shift
o 1. P S = P P e e Ve e
Side chain or base 204 L
0 =0.1199A 3.0° —
m<o038 0.807 i

peckbone 00 Mol e rmmmﬂmrd}w e

2. Density correlation -

oo [ [T W 0 BT 'FTHE] T

W>30 @>15 %g
o Backbone 0:5
3. Density index =g r
SR L T R T T ] R T
<Dens> = 0.0544,0 = 0.0085 15
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00 H
5. Connect 0.50- i
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ g g
N N N N N N N
chain identifier [P
VNA. (GLY) g-g’ C
Backbone '0: [
1. Shift : -
o et or s 1.0 LA PP PO [ AP PV TP A M A AV |
Side chain or base 20 L
0 =0.1199A 3.0- -
m<o0s 0.807
Backbone 0.90+

2. Density correlation

0.8

H>30 M>15 T
3. Density index _— —

Sidechainorbase%gj U u U U—LUJ u_‘ : U_H_U—U \/I—U—u W 0 w LUJ LU u t
<Dens> = 0.0544,0 = 0.0085 1.5

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

1.00 =
5. Connect 0.50 H

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

L

residue number & S IN] © < 0 © ~
%) ™ ™ ™ ™ ™ 1) ®
P

chain identifier

SFCHECK 7.1.01
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Local estimation (23)

VNA. (GLY) 2-8: L
- packbone 1.0 O HT O e d boe 0 e T e e L

1. Shift
‘ . 10] VI POV O Ve P A O OV OO e,
Side chain or base 204 L
0 =0.1199A 3.0- —
m<08 0.80+ r

Backbone 0.90+

|| O Wy | T W

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

0 G i i L

W>30 W>15 1.5+

Backbone

3. Density index E

= ==k o

1 W T AT T O T
T S AT Py e e

=T

Side chain or base 88:
<Dens> = 0.0544,0 = 0.0085 1.54
> 60. 60.

Backbone 30.
4. B-factor

60.
1.00 -
5. Connect 0.50- -
o
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q

T N.A. (GLY)

Backbone
1. Shift

Side chain or base
0 =0.1199A
m<o0s 0.807 [ [

Backbone 0.90+ |

2. Density correlation

W>30 @>15
Backbone

3. Density index

v I A M W
s TWTY TR T TN TR R TR

Side chain or base 5
<Dens> = 0.0544,0 = 0.0085 1.5-
= 60.

Backbone 30.
4. B-factor

60.

1.00 1]
5. Connect 0.50- m B -
VQDGPDENGELFMRPGK I SDYFPKPYPNPEAARAANNGALPPDLSY IVNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | < b o b pa S b S
— - - - —

chain identifier

SFCHECK 7.1.01
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3L73

Local estimation (24)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0
Side chain or base 204 L
0 =0.1199A 3.0- -
m<08 0.80 r

Backbone 0.90+
2. Density correlation -

Side chain or baseQ.90+ I I I I I I] I I D:I] I I
0.80-

W>30 W>15 1-3’
Backbone 1.0

" 051
3. Density index E
Side chain or base

0.54
1.0+
<Dens> = 0.0544,0 = 0.0085 1.5-

Side chain or base 30.
6

B> 60. 60.
e M
0.

1.00 — —
5. Connect 0.50 S

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

residue number ) © ~ o) o o I
— - — — — « o~

chain identifier  |Q

V N.A. (GLY) g-g: r
- Backbone 104
1. Shift &
) . 1.0
Side chain or base 204
0 =0.1199A 3.0-
m<o08 0.801

Backbone 0.90+

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

W>30 @>15
Backbone

3. Density index

Side chain or base

5
.0
i5

ARRRRUNINN O AT A ' ¥
s el IO e il R L

1
1
0
0
1
1

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

1.00
5. Connect 0.501 -

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number | & - o - = o o H ‘—|
BN N

chain identifier  |Q R

24

— N ™ < [Te]

SFCHECK 7.1.01
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Local estimation (25)

Backbone
2. Density correlation

0.80

OIQGWWMV—LEI%% FH‘H‘M‘WM

Side cheln or base0.907 I :I [l]:.—TDV[T EI:l:,VD_[.:. I I D:I_.:Fl:l:|:
0.80-

VNA. (GLY) 2-8: L
- pecktone L0 o e e e e e e e e e e e P
1. Shift
o 1_0,W7
Side chain or base 204 L
o =0.1199A 3.0- —
l<08

Hl>30 @>15
Backbone
3. Density index
Side chain or base

<Dens> = 0.0544,6 = 0.0085

TR T rE T e

> 60.
Backbone
4. B-factor
Side chain orbase 301_'_
60.
1.00 r
somss om (AT T o bt
) KNVVTQF I SSLSASADVLALSKIETKLSD I PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDR
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