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

Structure Factor Check
3H1H

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN
Date: 12-APR-09
PDB code: 3H1H
Crystal Structure Factors
Cell parameters: Input
af 19%90%)9 2 b 91085652 & .0:9566%57 4 Nominal resolution range: 69.3 - 3.16 A
o ' B: : v: : Reflections in file: 123804
Space group: P 2121 21 Unique reflections above 0: 123804
above b: 122044
above &: 92275
SFCHECK
Nominal resolution range: 69.3- 3.16 A

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

Used reflections: 123804
Completeness: 96.8 %
R_stand(F) = e(F)>/<F>: 0.064

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.3725 0.375

N)

M odel
32608 atoms (19 water molecules)
Number of chains: 51
Volume not occupied by model: 61.7 %
<B> (for atomic model): 75.7 A2
o(B): 19.83 A"2
Matthews coefficient: 4.08
Corresponding solvent % : 69.60
Refinement
Program: CNS 1.1
Nominal resolution range: 20.0 - 3.16 A
Reported R—factor: 0.253
Number of reflections used: 123634
Reported Rfree: 0.29
Sigma cut-off: N.A.

B_overall (by Patterson): 52.A"2
Optical resolution: 2.28A
Expected opt. resol. for complete data set: 2.28|A
Estimated minimal error: 0.090 A
Model vs. Structure Factors
R-factor for all reflections: 0.296
Correlation factor: 0.848
R-factor: 0.301
for F>2.00
nom. resolution range: 20.00 — 3.16A
reflections used: 121876
Rfree: 0.331
Nfree: 2419
R-factor without free—refl.: 0.301
Non free-reflections: 119457
<u> (error in coords by Luzzati plot): 0.594 A
Estimated maximal error: 0.476 A
DPI: 0.477 A
Scaling
Scale: 0.685
Bdiff: -7.62

Anisothermal Scaling (Beta):
17.8193 -1.4625 -1.0966 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.844 250.356
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Local estimation

Backbone
2. Density correlation

8:2Ei14474f4|I‘WAJAWA+AWAJAWAjAW‘W—WAJ‘7‘14;4{4Tgtﬁ A ) I N I ) 5 ST Sp— (4FAr—FAII‘WAj—ﬂAwAAfA(‘Lf:

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
: packbone R e e e R Annnn NN AR T T
1. Shift
) , 1.0—MMWW%W,
Side chain or base 204 L
0 = 0.1400A 3.0- -
[E<o08

L OOl | O

Hl>30 @>15
Backbone

3. Density index
Side chain or base -
<Dens> = 0.0821,0 = 0.0168

0 T O 1

W0 Sp S A

W> 60. 60.
Backbone 30.
4. B-factor
Sie chain orbase 30-[ I:.v-
60
1.005 L]
5. Connect 0.50 T +
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWIGAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAF |
residue number N N m % g uN) % Q
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1400A
m<os 0.807 r

Backbone
2. Density correlation

i e oMlona gl Blan bl
| iR | Sl Bk B e

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0821,0 = 0.0168

1.55
1.0+
0.5+

110 O O O
i 0 ] il Ll |

W > 60. 60. =
4. B-factor ===
Side chain or base 30,'“ - L
60. L —

1.00 1 —
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (2)

0.80-

VNA. (GLY) 2-8: L
o O e P O e T M e A O e
1. Shift
o chai N R N e s N e B | e e o e e N
Side chain or base 204 L
0 =0.1400A 3.0- =
m<08 0.80+
Backbone 099 r—v—i_v—l_l—\_l_\ MMM
2. Density correlation — === o
R RUR SR TR (IR il |

W>30 @>15 ]
e 5 TN TR N OO I RO O O b o
3. Density index T =
Side chain or base 8 I I l I .II . II ll Ill -k l .Illlv ..I.-.
<Dens> = 0.0821,0 = 0.0168 .5
B> 60. 0.
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 L
5. Connect 0.50 } 3
YLHATAFQGTALARTVEGT TENIKHLTRADLASY IDTHFKAPRMVLAAAGG| SHKELVDAARQHFSGVSFTYKED]
residue number % S ﬁ % S S ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1400A
m<08 0.801 i
Backbone 0.90q r
2. Density correlation E
Side chain or base).90
0.80-

H>30 E>15 %'8:
Backbone 0:57
3. Density index -
Side chain or base 28:
<Dens> = 0.0821,0 = 0.0168 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30‘-—H—I\/I~
60.
1.00— -
5. Connect 0.50- -

residue number

chain identifier
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Local estimation (3)

VNA. (GLY) 2-8: L
o O e e O e O O T o e e e e e
1. Shift
B 1.0—MMWWU—LM%WM,
Side chain or base 204 L
o =0.1400A 3.0-
m<08 0.80q

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+
0.80-

W>30 @>15 %g B
o Backbone O:5 L
3. Density index 05 mu SUE 0L
Side chain or base 1'07 L
<Dens> = 0.0821,0 = 0.0168 15- — —
H> 60. 60. @1y T —
s ST
4. B-factor
Side chain or base 30_1 J_I» 1 i]»
60. B — -
1.00
5. Connect 0.50- -
KLCHSFQTFNTSYSDTGLFGFHFVADPLS IDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPVC
residue number 8 ﬁ ﬁ % Q S % Q
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
VN.A. (GLY) g-g: C
- Backbone 10
1. Shift =
. . 1.0+
Side chain or base 204
o = 0.1400A 3.0-
m<o08 0.801

Backbone 0.90+q

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0821,0 = 0.0168

1 " = LLUJ}LU”M}UIL

H>60. 60.
Backbone 30.

4. B-factor

60.

1.00

5. Connect 0.501

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 |

1. Shift
) , 1_0,MU%WUMMMMMMWM,
Side chain or base 204 L
0 = 0.1400A 3.0- .
m<08 0.80 r

"l ol on ol me om ol oo b o o |
I "™ T TP IT T

H>30 @>15
Backbone

3. Density index

<Dens>=0.0821,0 = 0.0168

Side chain or base

=G s 0 iih il
L LT S e T

> 60.
Backbone
4. B-factor
Side chain orbase 30.-“-“‘
60.
1.00 -
5. Connect 0.50 T +
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number g % g Sg % 2 %
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1400A
m<os 0.807 r

Backbone
2. Density correlation

(] = F F B
Side chain or baseO.QG:Ij:EI:T:E[[.:D_l:::IJI W—U—'—I I !
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0821,0 = 0.0168

Sidechainorbasei’gJ LMU—LULM UU U—U MUMWWMWMIUUHLLE

15 r
1.0 r

B> 60. 60.
4. B-factor
60.
1.00
5. Connect 0.501 W -

residue number

chain identifier
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Local estimation (5)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1400A 3.0-
m<o08 0.804

Side chain or baseQ.90+

0.904

0.80-
W>30 @>15 1-8’
o Backbone (%5:
3. Density index &
Side chain or base 88:
<Dens> = 0.0821,0 = 0.0168 1.5
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- W W 5
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE I REQN
residue number ,‘2 % % 8 2 g %
- - — N N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1400A
m<o08 0.801 i
Backbone 0.90q r

2. Density correlation

st el TN (CRERLT i Ll !

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0821,0 = 0.0168

Side chain or base

1.54
1.0+
0.5+

F*° TR UT U W e W%

0.5+
1.04
1.5-

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

1.00 T
5. Connect 0.501 ‘H‘ -

residue number

chain identifier
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Local estimation (6)

VNA. (GLY) 2-8: B
- Backbone 104 |
1. Shift

,%W&MWU%&MMMMM&,

Side chain or base
o =0.1400A

m<o0s8 0.80q
S O'Q‘*MWLL MW

2. Density correlation -

el il M i | SN L

W>30 W>15 1-8’ [
Backbone 1.0 B

o 0.5+ -
3. Density index

Sidechainorbasegg q:l]_[:D_I]—VD—D:D:D:’—D DA@JJ LU LUJ - u u LI\/U LU VD—[DVED—T:
1.5

<Dens>=0.0821,0 = 0.0168

Side chain or base 30.

> 60.
Backbone
e m

1. oc T M
5. Connect 0.50 W } ﬂ—

FYTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV
[<2] [} o [o2] [} o (2]

residue number N ™ < Te) © ~ o
™ 3] ™ ™ 3] ™ 1%}

chain identifier B

VN.A. (GLY) g-g: L
L kb 101 COr e e H T

1. Shift 5 r
10*D:D i DDPDID];DDI ;D:”DI—H O H—U—D:H EERE| [:D:lp]il Pj:l p:,

Side chain or base 20 L

0 =0.1400A 3.0- -
m<o08 0.801 i
Backbone 0.90q [

2. Density correlation e

0.80- I I

W>30 @>15 -3
AA_I T
el 07T R T TERTRHIANR
<Dens> = 0.0821,0 = 0.0168 1‘5

o 0.5+
3. Density index
W > 60.
4. B-factor
Swie chain orbase % -'_ _

1.0& L
5. Connect 0.501 W =

QKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL MAPNIRKSHPLLKMINNSLIDLPAPSNI SAW!
(2] [« (o2} — — —

A
residue number S} 3 = I = o N ™
)
B

439

< < <
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Local estimation (7)

0.80- =

V N.A. (GLY) 2-8: i
N auinaninEnindansaalnaduinnnain}nisinnninnazns=Annnuninnnnnnnnznnnannnuninl
1. Shift

o chainorbase 1.0 L 1LV E e P = T P DA P e e e
Side chain or base 204 B
0 =0.1400A 3.0- L
m<o038 0.80 r
Backbone 0.90+ L

2. Dmsty Corl‘elation 7‘\—.__1—|— e == = r—;—._.—l_l—q—\ ﬂ% [ P e o W

Vv EE T E v D—gz‘:’—lj_v:':':‘:‘:ﬁj =

Side chain or base0.90+ L

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens>=0.0821,0 = 0.0168

5)
0
5)

> 60.
Backbone
4. B-factor
Side chain or base 30_—WU_H—LU_I_U_U_M_U_L M M_IMI_M_U_L MW@M,
60.- — - — -
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGS
residue number b= o b 2 = by §
chain identifier  |C
V N.A. (GLY) g-g: r
Backbone :0
1. Shift
Side chain or base
o = 0.1400A
m<o038
Backbone
2. Density correlation E
Side chain or base).90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0821,0 = 0.0168

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
H - — - — — - - —
residue number a9 ~ ® & ) © ~ 0
— — — — — — — —
chain identifier C
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Local estimation (8)

0.80- =

VNA. (GLY) 2-8: L
W S nnnnsnnndniinnnalndinaan=nnninnnnannniundlinininnnntnnnnenni=nnnninniinnns

1. Shift
- o FFA I I A O T O e e P O e O T
Side chain or base 204 L
0 =0.1400A 3.0- -
m<038 0.80 i
Backbone 0901 ~44f7‘f4F{4T74I4k44Lﬁ4v4r14L44{4p44rﬂ‘14,J41ﬁ4J4LﬁArﬁA{‘rﬂAI7AJ4L4AIAﬁJ4}74f4r1APJAlALJArﬁAI‘rTALJAIAT1‘177
2. Density correlation = = Y =
St chuin o based. 0] Wﬂw V B

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens>=0.0821,0 = 0.0168

5)
0
5)

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

5. Connect

1.00

0.50+ r

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 = 0.1400A

W<08
Backbone

2. Density correlation

Side chain or base).90 I I F D

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0821,0 = 0.0168

W > 60.
Backbone

4. B-factor

ggﬁw’*ﬂ‘
1]

Side chain or base 30.
60.- _

5. Connect

1.00
0.501 r

residue number

chain identifier
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Local estimation (9)

V NA. (GLY) 3.0 [

Backbone 2.0
1. Shift
; i 1.0
Side chain or base 204
0 =0.1400A 3.0

niNAa=nnaindsunninannn)nilnnsnsnnsuilinnan=anunajiannnnaniiiinnslnneasain

2. Density correlation

o oo W
Backbone 0.90+ L
=T Y — v O —
Side chain or base0.90+ \/LUJF‘_‘ D L

0.80-

H>30 @>15
Backbone

3. Density index

5]
.0
45

Swie chain orbase SWW] VD_D_[l:l:[l]:lva]]:I:I:E
<Dens>=0.0821,0 = 0.0168 :5
H> 60. 60.7 m **
4. B-factor
Side chain or base 30.—M m M l:. ' M J_L i
60.- = — = e -
1.00
5. Connect 0.50+ W ( N
LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY GELELHPPAFPWSHGGPLSALDHSS
residue number g o ° = = b by
[e2] o™ (32} [s2]
chain identifier  |C D
VN.A. (GLY) 3:09 [

Backbone

Side chain or base
o = 0.1400A

13°’WWWWWWWW:
1. Snift

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

m<o8 0.80 r

packhone Olg&ﬁ—v—v—l_l—«—ﬂ—\_l—\_hﬂ—»—v—\_l_\__m—w |

H>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.0821,0 = 0.0168
W > 60.

Backbone
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 (10)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
W enmuuil=naliEunlaaiannannniunilnnnannnnin=an==ainnalannznsnsNNANRNunnnlis]

1. Shift
T 1.&WWMWM,
Side chain or base 20 L
0 =0.1400A 3.0- .
m<o8 0.801 i
Backbone 0.90 r

il |

H>30 .>1.sB %g
3. Density index & =
Side chain or base ggiw
<Dens> = 0.0821,0 = 0.0168 1.5- —
4. B-factor
Side chain or base 30. M M
60. _ —
1.00
5. Connect 0.50 B
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number 5' : ﬁ S :r' S 5‘ l:'
~ - — - - — - -
chain identifier D
VNA. (GLY) 3.0 C
Backbone 2.09
1. Shift '
Side chain or base
o = 0.1400A
[W<o0.s8

Backbone
2. Density correlation

Side chain or base).90

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0821,0 = 0.0168

Side chain or base

W > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
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)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
1.0+
Side chain or base 20
0 =0.1400A 3.0-
m<o08 0.80

0.904

Side chain or baseQ.90+
0.80-

Hl>30 @>15
Backbone

3. Density index

5 r
.0 -
.5

Swie chain orbase gﬂmmm
<Dens> = 0.0821,0 = 0.0168 5
W> 60. 60.7
Backbone 30_—W
4. B-factor E
Side chain orbase 30.7]> _m M M M
60.- - — — —
1.00 T
5. Connect 0.50 W—
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI P
residue number h (F\“ S ;‘ uHu 8 ;‘ oFo‘
chain identifier  [E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1400A
m<os 0.80

Backbone
2. Density correlation

Side chanr basq).g(kjvlzl [I:I:IVE‘:]:.%]—‘:I .:I [[:]:I:'—[I]::I:le:l:r:\:l:.vrﬂvl:l I I
0.80-

H>30 @>15
Backbone

3. Density index

1.59
1.0+
0.57

tflflim o e o T e e T el e |

Side chain or base 28 u U—M—M w m—u_r LLU e w =L B
<Dens> = 0.0821,0 = 0.0168 1.5 L
W > 60. 60.
4. B-factor
60.
1.00 =
sows gl ol Dt o Wl

residue number

chain identifier
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Local estimation (12)

Backbone
2. Density correlation

V NA. (GLY) 3.0 r
Backbone %'07
1. Shift
" ! 1.0+
Side chain or base 204
0 =0.1400A 3.0-
m<o08 0.8

Side chain or base0.90+

0.9

0.80-

H>30 E>15
Backbone

3. Density index

L5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0821,0 = 0.0168 15-
> 60. 60.
Backbone 30.
4. B-factor 5/
60.
1.004
5 Connec o] [T o) Mo L hoHITHT bl HIET i
) CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG| [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number 8 : \0—01 2 9. 8 8 g
chain identifier  [E F
VNA. (GLY) g-g’ B
Backbone ] B
. O H T e e OO O T e I O T
L i ——
Side chain or base %8: B
0 =0.1400A 3.0 —
[W<o0.s8 0.807 i
sore - 030) e o Beiin I ol il Bl
2. Density corrdation e S D Oeml
. R i R s
oo W :EI] ]

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0821,0 = 0.0168

Side chain or base

> 60. u
sevwre o ) [ [ T TTTT O AL 1]
4. B-factor = =
Suie chaimorbese 307:I:l:[ :.]]: :]:[:l:m]m :l:u:.: _ “
60.- - —
1.00
5. Connect 0.50 ﬁ -
KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRERLEREAWNKK THFGNL
residue number 3 3 IS 53 S 3 g p
— —
chain identifier ~ |F G
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Structure Factor Check

3H1H

Local estimation (13)

V NA. (GLY) 3.0

e Lo T e e e O D H A e H e e
1. Shift

Side chain or base
o =0.1400A

1-°*MMWMMMUJWMWWM—
2.0
3.0

m<08 0.80
Backbone 0.90+

Mf

2. Density correlation -

mﬂmﬂ__mﬁﬁ—ﬂ_ﬂ_ﬂfﬂm
Side chain or baseQ). \_l_‘—’_‘—U—" u el U_'—W - W - W/w
o r il |

H>30 m>15 T r
o Backbone O:5 L

3. Density index & = L
<Dens> = 0.0821,0 = 0.0168 15- — —
B> 60. 60. o =

ewsene a0 [ 11 R 177
4. B-factor

ceemneocs (LT OO T

60. -
1.00 1]
5. Connect 0.50 +
ARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ
residue number N m % g uN) % Q
chain identifier |G

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o =0.1400A
m<os 0.80 r

Backbone 0.90+1

2. Density correlation =

e et BN o Non s Bl dls |
bt il e LI e B L |

W>30 W>15 1.54

1.0+
Backbone 0.5

3. Density index -

i u = [
saeomnarvue 5] TP IO "I QAU O IFF © ¢
<Dens> = 0.0821,0 = 0.0168 1.5

B> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.4

60.-

i
al

1.00,
5. Connect 0.5&W

residue number @

chain identifier H

[
—

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHC
o) [}

)] o))
N ™ < Te)

VAHKLFNKLK
o2}
©

SFCHECK 7.03.16




Structure Factor Check

3H1H

Local estimation (14)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+

V NA. (GLY) 3.0 r
Backbone %'07 [
1. Shift
Side chain or base 51 |
0 =0.1400A
m<08 0.80

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0821,0 = 0.0168

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.004
5. Connect 0.50-
T RPLLCRESMSGRSARRDLVAGISLNAPASVR| [ALLRQAYSALFRRTSTFALTVVLGAVLFER
residue number R S S N < 3 N
chain identifier |l J
V N.A. (GLY) 3-8* r
- eckbone L e e AP Pl :
1. Shift 7
) _ 1_0,W L
Side chain or base 204 L
o =0.1400A 3.0- L
m<os 0.807 r

Backbone
2. Density correlation

Side chain or base).90
0.80-

L st el e o Il oo wilil il il b o e o
R Sk ' e

Backbone

3. Density index

154
H>30 W>15 3ol

0.5+

R AT (O AT b D

Sidechainorbaseg'g: W IM/U_U—U LU_U_UJ—U LU - u_‘ UJ s L‘_P/ H‘UJ U u =V -
<Dens> = 0.0821,0 = 0.0168 1.5- L
H> 60. 60.

4. B-factor =
60.
1.00

5. Connect 0.50- W m Il 3

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1H

Local estimation (15)

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

1. Shift
. ) 107%&%#@%%%%%7
Side chain or base 204 L
0 =0.1400A 3.0- .
m<o0s8 0.80 =
Backbone 0.90+4 |

2. Density correlation

ceemessn TP THE IO TR

H>30 W>15 %g, B
o Backbone 0.5 -

3. Density index 9 Y, v Co VM OF ] D O] © r
si . 0.5+ II r

ide chain or base 1.04 L

<Dens> = 0.0821,0 = 0.0168 1.5-

Side chain or base 30.
60.

B> 60. 60.
e m

1.00 T
5. Connect 0.50 T ﬁ W M S

SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGY TSREQTAFY IKALSKDMPKVVELLADVVQN
[32] ™ ™ () ™ @ ]

o —
[Te] © N~ [oe] [} =1 h

residue number

chain identifier [N

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o = 0.1400A

packbon® 0991 M |
2. Density correlation N == =
Side chain or base0.90+ I I I I WW 1 r
0.80"

H>30 @>15 1.57
Backbone 1.04

o 0.5
3. Density index

h =

Side chain or base '7J w - UJ 0 u U — L—
o ] WP P i vEy ey ¢

B> 60. 60.
Backbone 30.

4. B-factor

<Dens> = 0.0821,0 = 0.0168
Swie chain orbase 30-_:.: _
60. —

1.00
5. Connect 0.50 -
CALEESQI EKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR
residue number Q 8 Q b 3 2 2 B
— — — — — — — —

chain identifier N
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Structure Factor Check
3H1H

Local estimation (16)

Backbone
2. Density correlation

0.80- [

OIQGIﬂﬁMIWM—l—\M A —m[] ﬂ—l_l_r\___g_r: I Mi

Side chain or baseo_g&{l vv:rq]j: =I_U W_L[F ‘—'—]_r W = Dj: [
0.80-

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
‘ . 1.0—MWMWMMMMMM’
Side chain or base 204 L
0 =0.1400A 3.0- -
m<o038

Side chain or base 30.

H>30 @>15 %g:
el il iHnl o | sl
. Density index E
HH ‘:1 FD VIEF

Side chain or base ggiﬂ U\N u LLU—U H U—/\/LU_LU_LW_D:[
<Dens> = 0.0821,0 = 0.0168 1.5
> 60. 60.

BaCkbone 30_

I

60 —
1.00 -
5. Connect 0.50- ‘H ﬂ -
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 2 2 Q 2 Q 3 3
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1400A
m<os 0.807

Backbone
2. Density correlation

I -
Side chain or base).90+
0.80-

m>30 B>15 e
Backbone 0:5
3. Density index
Side chain or base g
<Dens> = 0.0821,0 = 0.0168 .
> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1H

Local estimation (17)

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

1. Shift
1 O’JMUWMM%MM’
Side chain or base 20 L
0 =0.1400A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ I

2. Density co_rrelation *]’ZTEFED:CF' [Eﬂ D:l Ehl Wu—ﬂﬂ_u_;_lvc[liﬂtg‘ﬂ‘m =
Side chain or base0.90+ L
0.80- I I L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5
.0
<Dens> = 0.0821,0 = 0.0168 .5

S O
T e e e T L

Backbone 30.
4. B-factor
60.

1.00

5. Connect 0.50 S

residue number

LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRISLEEWDSRI SAVDARMVRDVCSKY |YDKC|
™ [42] ™ [} [+2] [se} ™
0 © ~ 0] (o2} o —

™ o™ [32] [32) o™ < <t
chain identifier N

¥ N.A. (GLY) g-g: r
o W e I Hbe [
1. Shift & =
B 1_0,Wﬂqmw OV POV VA SV R A POV
Side chain or base 204 r
0 = 0.1400A 3.0 L
m<os 0.807 r
peckdone %99 Mﬂﬂﬂjwi
2. Density correlation — L
Side chain or base0.90+ W I F o= WJJ vw L
0.80- L

m>30 W>15 %8 =
o o0 ST N L WWWWW o AT (O
. Density index
VI \a
Side chain or base g 8 J U LW u B
<Dens> = 0.0821,0 = 0.0168 1.5- _ L

B> 60. 60. 7
4. B-factor

Side chain or base 30.4
60.——

i iigsl 1 |1 N

1.00

5. Connect 025& W | -

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1H

Local estimation (18)

Backbone
2. Density correlation

0-901 ﬂﬂmﬁm%—ﬁm r—\_rm—»—l—\—mﬁ—l_l»
= o

B B V FETFV D D .

Side chain or base0.90- W I

0.80- =

VNA. (GLY) 2-8: L
W nnNAnnRaniRaNnNAannan=ilali=n=na AN an AR S == Asazn=anAnnN ] nnn=anxnnn] ANRAAAE

1. Shift
o o sase 1.0 - L LM [P0 7V OO PO L L O [ [T
Side chain or base 204 L
0 =0.1400A 3.0- -
m<08 0.80 r

Hl>30 @>15
Backbone

3. Density index

AN A O
o L O Rl [

Side chain or base F
<Dens> = 0.0821,0 = 0.0168 15
B> 60. 60. = - P —
Backbone 30.
4. B-factor —
Side chain orbase 301 [ m I
60.— = = [y
1.00
5. Connect 0.50 +
) AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVD TVMEYLLNVT TAPEFRPWEVTDL
residue number 3 2 8 3 =] b S a
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1400A
m<os 0.807 r
packbene O'Q&Mﬂﬁﬂwmmﬂwﬂ&wi
2. Density correlation = o 0 0 ‘LM_M_[ =
Side chain or base).90 -
0.80- -

W>30 @>15
Backbone

3. Density index

Side chain or base

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

<Dens> = 0.0821,0 = 0.0168

A [T
Sl B L L

AN | A e
Lk Rl ol i

W > 60. 60.
4. B-factor
60.
1.00
5. Connect 0.501 "

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1H

Local estimation (19)

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

1. Shift
; i 1.0 -
Side chain or base 204 L
0 = 0.1400A 3.0- .
m<08 0.80 r

packbone OIQGIT_WI_I-H—H_V_% H—\_:—l_l—l_l—!—\ Mﬁmﬁ

2. Density correlation

Sidechainorbasegzzizl:l D:[D:I? o D W m - r . W w

H>30 W>15 1.59

1.0+ r
Backbone 0.5 L

3. Density index r

Side chain or base QS:J - D:Dj:‘:‘ LU\WWWW VI—I_D_D LU LU D UWU L
5=

<Dens>=0.0821,0 = 0.0168

Backbone 30.
4. B-factor
60.

1.00 - r
5. Connect 0.50 (—
LKSVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL IKRGSS

; © © © © © © ©

residue number = ~ e < IYe) o ~ bs)

N ~ ~ 3] 3% ~ ~ N

chain identifier O

V N.A. (GLY)
Backbone

1. Shift
Side chain or base

o = 0.1400A

m<o08 0.801 i
Backbone 0.90+1 r

2. Density correlation

Side chain orbaseg:gw I :I—LHJ T T . VTD Dﬂ I I Dz[

H>30 W>15 157
Backbone 1.04

o 0.5
3. Density index

N s] O IV 5= 1M T[] W qF [P oV EE RN
Side chain orbaseo§: UJ M‘_I\M/UU U_LU—'—U i

1.
<Dens> = 0.0821,0 = 0.0168 1.

B 60, 60.
4. B-factor
60.

1.00 = — — —

5. Connect 0.501 "

VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYTI SQAAHAGEVI RAAMNQLKAAAQGGVTEEDVTKAKNQLK
o) e} [ce) o) (e} o) o)

residue number > ) — N %] < 0
I3 15} ™ 3] ™ 3] 3]

chain identifier o
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Structure Factor Check
3H1H

Local estimation (20)

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

1. Shift
; i 1.0 -
Side chain or base 204 L
0 = 0.1400A 3.0- -

=P 0.807 =
e O'QGMM i

2. Density correlation S S
Side chain or base).90- D I:F’VD:D —D:I .j_F 1] I::IZDVE.: L

0.80/ I D I I L

H>30 @>15 1
Backbone é
3. Density index
Side chain or base 8
<Dens> = 0.0821,0 = 0.0168 1.

4. B-factor

Side chain or base 30.
60.

B> 60. 60.

1.00, — — v
5. Connect 0.50 -

residue number

chain identifier

ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
[>o} [« [} @ [ee] e} @© [eo]

«© ~ Q (2] o — N ™
™ ™ ™ ™ < < < <

o

3. Density index
Side chain or base
<Dens> = 0.0821,0 = 0.0168

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1400A
= 0.807 [
Backbone 0.904
2. Density correlation E
Side chain or base).90
0.80-
W>30 E>15
Backbone

> 60.
Backbone

4. B-factor

60.

1.00,
5. Connect 0.5&ﬁ ﬂ =

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check

3H1H

Local estimation (21)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
: ; 1.0
Side chain or base 204 L
0 =0.1400A 3.0- .
m<o0s8 0.80 r
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> = 0.0821,0 = 0.0168

i

Il > 60. .
Backbone 30.
4. B-factor
Side chain or base 30. I
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
o = 0.1400A
m<o08 0.801 i
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> = 0.0821,0 = 0.0168

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1H

Local estimation (22)

V NA. (GLY) 2-8: r
- Backbone 104 |
1. Shift
i i 1.0 -
Side chain or base 204
0 =0.1400A 3.0-
m<o08 0.804 r

S bt = PR s P I U I MMWJLHMLWM

2. Density correlation -

et 1 ] i e e 10 T

E>30 @>15 %gl:.:ﬂm Im I .:I .:D l]l m [D: IIII:
- . .B;ckbone O:5 B
. Density index & e i
Side chain or base ggim VI_D U_Lm_u L[m—vmﬂilw I U Uf u U:U L
<Dens> = 0.0821,0 = 0.0168 1.5- —

Side chain or base 30.

B> 60. 60.
e ‘-_-

60.
1.00
5. Connect 0.50- M W -
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number S g & B N S N
« N ~ ~ o~ ~ N
chain identifier P

V N.A. (GLY) 3.0
Backbone

- Lo e e e rH ] P e e H B b e e e
1. Shift B
) _ m,JWM@WWLLWEDIR
Side chain or base 204
0 =0.1400A 3.0

m<os 0.80 r
Backbone 0.9+ -

2. Density correlation

Side chain or basw_g(y‘r]_erw_LLU M_W [I H D [I] H I I L
0.80- =

W>30 @>15

1.
1.
0.

Backbone

3. Density index

<Dens> = 0.0821,0 = 0.0168

AN O e
Sidechainorbase%gﬂJUJU_U—U_LUUMU_U—LULUU ﬂWUJ WUUM—U_U Uvu%:

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

1.00 o
5. Connect 0.501 || -

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

L

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

chain identifier

SFCHECK 7.03.16




Structure Factor Check
3H1H

Local estimation (23)

2. Density correlation

Side chain or baseQ.90+
0.80-

VN.A. (GLY) 3.09 r
Backbone %8: B
1. Shift '
o Lo
Side chain or base 204
0 =0.1400A 3.07
m<o0s8 0.80
Backbone 0.90+

H>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5

B =

[
Side chain or base (]?8: u
<Dens> = 0.0821,0 = 0.0168 1.5-
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_.
60.
1.00
5. Connect 0.50-
MLNY] [GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number — hat b - b s 3
chain identifier [P Q
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1400A
m<o038 0.8 [
Backbone 0.9 |

2. Density correlation

Side chain or baseo_ggzl—ww
0.8

m>30 E>15 1
3 DenS|ty i:gl:::one 057 W
Side chain or base gg: U Eve UJ LU UJ m Lu u W -5
<Dens> = 0.0821,0 = 0.0168 1.5- L
H> 60. 60.
Backbone 30.
4. B-factor
60.
1.00+ L L]
5. Connect 0.5&T || S

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
3H1H

Local estimation (24)

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

1. Shift
‘ . 1.07MMWMMMWMWML*
Side chain or base 204 L
0 =0.1400A 3.0- -
m<o0s8 0.80 r

ackhone OIQGWMW%—MM i
Mﬂw

2. Density correlation &

Side chain or basegzzgjvmmvﬂ DVD I]]:I:EIIFIVED D:'ZI I DZlT_I:I_FVLF T W—L:

W>30 W>15 159

1.0
Backbone O.S*W

3. Density index =
=V
Side chain or base 3" :w

<Dens>=0.0821,0 = 0.0168

B> 60. 60.
Backbone 30.

4. B-factor

Side chain or base 30.

GO_M

1.00

5. Connect 0.50 T T ] H -

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

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

chain identifier  |Q

VNA. (GLY) 39 B
- Backbone 104
1. Shift §
) . 1.0
Side chain or base 204
0 =0.1400A 3.0-
m<o0s8 0.807

Backbone 0.904

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

0.80

H>30 @>15 %8
3. Density index =
Side chain or base ggm_u u F LU U_p LH_U 0 LU—H_I_U—u UJJJ W W:
<Dens> = 0.0821,0 = 0.0168 1.5 = L
H> 60. 60.
4. B-factor
60. —L
1.00
5. Connect 0.50- 3
YYMKRHKWSVLKSRKMAYRPPK] [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number ﬁ § E = d ] b=l g q
chain identifier  |Q R
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Structure Factor Check
3H1H

Local estimation (25)

Backbone
2. Density correlation

0.80,

OIQGW M

Side chain or base0).90 I W D I I I I I I I [
0.80/

VNA. (GLY) 2-8: L
; pectbone S e A Enn TR A NS T ST , SR, SN, SE S
1. Shift
) , 1_07WWLM%M—H—¢UM—H—MM$7
Side chain or base 204 L
0 =0.1400A 3.0- -
E<o0.8

H>30 @>15
Backbone

3. Density index

15
1.0
0.5
0.
1.

Side chain or base 8: —D:II
<Dens> = 0.0821,0 = 0.0168 1.5-
m> 60. 60. @

Backbone 30.4 W
4. B-factor —r—

Side chain orbase 30. [ 1 -'_

60.— — =
1.00 r
SemE o [t AL TR o bt
KNVVTQF I SSLSASADVLALSKIETKLSD I PEGKNVAFKWRGKPLFVRHRTQAEINQEAEVDVSKLRDPQHDLDR
residue number b N = =
© ~ © o S o o
chain identifier R

V N.A. (GLY) —

Backbone [
1. Shift %

Side chain or base B
0 = 0.1400A
m<os 0.8

Backbone 0.

2. Density correlation

QMMMHM
0.8

W>30 @>15
Backbone

3. Density index

;ﬁ?% M ol eremm mred ) o o T

Side chain or base gg:

|||

Lot

JMVLU VIV IV - v O H O o v e

i

residue number

chain identifier
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<Dens> = 0.0821,0 = 0.0168 iS5 —
= 60.
Backbone 30. [
4. B-factor
60.
1.004
5 Comnec oss | [ [T T Pl [T TR el 0 et TR T ]
GRL
S

VKKPEWVILVGVCTHLGCVPIANSGDFGGYYCPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG
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Structure Factor Check
3H1H

Local estimation (26)

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

i i 1.0
Side chain or base 204
0 = 0.1400A 3.0

<08 0.80-
ackhone 0991 I H%MM —l—ﬂ—;

2. Density correlation -

Side chain or baseo_g&wz[lz I 0 TW q D I I L
0.80- L

H>30 m>15 i r
Backbone o5 H_H»7

3. Density index

Side chain or base (l):gzjjj i W/U}J [J1H J_U FEE U D:D_D:DIE
157 C

<Dens>=0.0821,0 = 0.0168

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

MDR | RKWYYNAAGFNKYGLMRDDTLYEDDDVKEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDK
o o o o (=] o o

residue number I 8 1S4 2 38 4 2

chain identifier S

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1400A
m<o0s8 0.807 — —
Backbone 0.90+ |
2. Density correlation =
i 1 1 I W L D A L
0.80- C L

H>30 @>15 1.59
Backbone

3.DensjtyinF1eX . <] o = 0= TP
Side chain or base ?éiw U UJ W Lu_u W U—U W U t

<Dens> = 0.0821,0 = 0.0168

B> 60. 60. [
4, B-factor I
60.

1.00 =
5. Connect 0.501 -

PYLEPYLKEVIRERLEREAWNKK THFGNLARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPP]
i o 1= S [V o o o
residue number 3 S o N — ~ 3] <

chain identifier  |S r
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Structure Factor Check
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Local estimation (27)

VNA. (GLY) 2-8: L
o eedene 10 Slimunniisnslsniinnsiiunsnlneslosl=ansnnnnns)

1. Shift
1o TV LA O AP D OO O] PO OO P P e e
Side chain or base 204 L
0 =0.1400A 3.0- -

m<o0s8 0.80+
e O'%ﬂfﬂhmurwlﬂ Wﬂfﬂ"ﬂ{m:lzlji[“j_[llt[ljli

2. Density correlation

e T T F NITEPIE THETHI
0.80-

H>30 W>15 15 =

oo SR ety ot e[l o

3. Density index LI [
=

Side chain or base 8 S:J_W H Lu \/u LM—D \_t_% [ U‘U oo UJ % -

<Dens> = 0.0821, = 0.0168 1'5 C

Backbone
4. B-factor
60.

comes S]] fiel, AT

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: [
L= St T | O o O e = o s
Side chain or base % 8: B
0 = 0.1400A 304 L
m<os 0.807 r
Backbone 0.9+ -

2. Density correlation E

L = L0
Side chain or basw.QGWD I I I l:1:I=-VD:I I D o D:Fi
0.80- -

B30 B L 1.5 -
e Sayfon b <ok Do gty WIADD 4
3. Density index

¥ 0 W ®© BT Vo VOO T o

Side chain or base

<Dens> =0.0821,0 = 0.0168

B> 0. 60.
BaCkbone _ _ .
4. B-factor
Swie chain orbase % _ "- .

5. Connect ;:gg H | m m i F 3

EELFDFLHARDHCVAHKLFNKLKl [.. ... . ... . ... RPLLCRESMSGRSARRDLVAGISLNAPASVR| [ALLR
residue number N I\ ©

< < <
© ~ ™ It} © ~

chain identifier U w
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Local estimation (28)

V N.A. (GLY) 2:8: r
S neaaeS=alala==Eana St ianssianeaseanesintunsnnssatnlasnal BE0 e

1. Shift = = L
Side chain or base %g:ﬁw—u—uwwww :

o =0.1400A 3.0- L
m<08 0.804 r
Backbone 0.90+ L

2. Density correlation = = O
Side chain or baseO_gg] 1 W U—‘ r_m—lv I Eljv D q I [D% D L

0.8 L

W>30 @>15 15 r
paycli | Tt 11111 fufiE T e I
. Density index - - L
g Side chain or base gg?mw LH_M U W W LU LD:D]]] B

<Dens> = 0.0821,0 = 0.0168 1.5 L

o 60_ I [
Backbone 30.

4. B-factor il D D D L

Sie chain orbase 30-'- |

60. L

1.00 =
5. Connect 0.50 T L

Side chain or base 30%

QAYSALFRRTSTFALTVVLGAVLFERAFDQGADAIFEHLNEGKLWKHIKHKYEASE] 4 H K
residue number 3 S & 3 S 2 ? %
chain identifier g
VN.A. (GLY) 3.09 i
Backbone 2.09 L
1.0+ -
1. Shift B 00O = o 8 O T T T O O O O s O O s B mElEne
: ) 1.0 L
Side chain or base 20 L
0 =0.1400A 3.0- L
m<o038 0.80q r
Backbone 0.90q F
2. DenSIty correlation = = D O = D = 0 = D _ =0 = = O D D D:l:l:lz.::
Side chain or base).90 -
0.80 =
H>30 @>15 %-g* I I
Backbone =
o 0.5 D D E|:1 [
3. Density index T - D - - - - D o - D D D - - B - - -
Side chain or base g_)g: E
<Dens> = 0.0821,0 = 0.0168 157
B> 60. 60.
s RN R NN RN RN RN
4. B-factor =

60.
1.0
5. Connect 0.58}
residue number _:g ’EE gg 5%555 5555%55; .....
'v S & N B & & & S N g 8 8 B
chain identifier c E gm Em HEEHHHH
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Local estimation (29)

VNA. (GLY) 3-8: [
; packbone lzo’Tﬂwﬂ‘ﬂﬂ—rW’

1. Shift e r
: . 1.0 r

Side chain or base 204 L

0 =0.1400A 3.0- -
m<os 0.80 r
Backbone 0.90+ r

[

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

o

©

s}
T

H>30 m>15 i
Backbone 054

3. Density index e

Side chain or base 2]

<Dens>=0.0821,0 = 0.0168

H>60. 60.
4. B-factor E -

Side chain or base 30.4 L

60.- =
1.00, r
5. Connect 0.50 -
L WWWWWWWWWWWWWWWWWW W
residue number p 3

™ ™

chain identifier  |Q
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