"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

M odel

32608 atoms (19 water molecules)

\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)

Number of chains: 51

Volume not occupied by model: 61.7 %

<B> (for atomic model): 75.7 A2

o(B): 19.83 AN2

Matthews coefficient: 4.08

Corresponding solvent % : 69.60
Refinement

Program: CNS 1.1

Nominal resolution range: 20.0 - 3.16 A

Reported nominal resolution: 3.00 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: 121877
Rfree: 0.331
Nfree: 2419
R-factor without free—refl.: 0.301
Non free-reflections: 119458
<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 -1.0967 0.0000 0.0000 O

Solvent correction — Ks,Bs: 0.844 250.356
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Structure Factor Check
3H1H
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0.5 .
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R-factor
0.5
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@]
5 K 0.2
>
2
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0 ¢ d 10.00 500 333 250 A
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k 90.00 90.0q polar coordinates of the

| 000 0.0d crystallographical axes ——  Luzzati plot drawn for an atomic error = 0.594
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Local estimation

Backbone
2. Density correlation

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

0.904

Side chain or baseQ.90+

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0822,0 = 0.0168
> 60.
Backbone
4. B-factor
Side chain orbase 30-[
60.
1.005 L]
5. Connect 0.50 T +
ATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGYFVEHLAFKGTKKRPCAAFE
residue number N N m % g uN) % Q
chain identifier ~ |A
V N.A. (GLY) 3-8* r
Back >l [
) ackbone 104
1. Shift = L
Side chain of base 1.01 T L TNV A A - S RO e T O OV A PO A
2.0+ =
o =0.1400A 3.0- L
m<os 0.807 r
Backbone 0.90+ -

2. Density correlation

Side chain or baseo_g(rTIj_Dv TvaT = ZD:I W _‘_'—]—r H TH‘NU—'"I::EITF—W,
0.80- L

W>30 @>15
Backbone

3. Density index

TR IR N 17 Y O B
i i L) e el e | M

Side chain or base 28

<Dens> = 0.0822,0 = 0.0168 1.5
B> 60. 60. =
4. B-factor ===
Side chain or base 30,'“ - L
60. L —

1.00 1] —

5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1H

Local estimation (2)

0.80-

VNA. (GLY) 2-8: L
o O T O e e T e A e
1. Shift
S 1.&%%%%%4%%7
Side chain or base 204 L
o = 0.1400A 3.0- -
o oo JWIMM[
Backbone 0901 HMM
2. Density correlation 7;%“%% i
Side chain or base0.90 LR SR T i W[FIIT a F [

W>30 @>15 g
Backbone '5
3. Density index '
O O ==V g =] [V OO [
Side chain or base 8 I I l I II II ll Ill ] l Ill I
<Dens> = 0.0822,0 = 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
VNA. (GLY) g-g’ r
- Backbone 1:0: L
1. Shift 1
. . 1.0+
Side chain or base 204
o = 0.1400A 3.0-
m<08 0.801
Backbone 0.90q
2. Density correlation E
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index

1.59
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.0822,0 = 0.0168 1.5-
= 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

SFCHECK 7.1.01
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Structure Factor Check

3H1H

Local estimation (3)

VNA. (GLY) 2-8: L
o O e M O O O T Ao e e e e e
1. Shift
AT 1.&%WWMWM,
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 UJD SUE 0L
Side chain or base 1'07 L
<Dens> = 0.0822,0 = 0.0168 1.5 =
B> 60. 60 W T M r
e o LT 0
4. B-factor
Side chain or base 30_1 J_I» 1 i]» L
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> = 0.0822,0 = 0.0168

1 " = LLUJ}LU”M}UIL

H>60. 60.
Backbone 30.

4. B-factor

60.

1.00 L]
5. Connect 0.50-
ETIGSHLLNYGRRISLEEWDSR| SAVDARMVRDVCSKY IYDKCPALAAVGPIEQLLDYNRIRSGMYW I PGAED
residue number S S S g N & g 2]
™ 13} < < < < <
chain identifier ~ |A B
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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_07MUMW&UWMMWMM7
Side chain or base 204 L
0 =0.1400A 3.0- -
m<os 0.80 r

o e Ml ol on ol mm om ol om e em e |
T T T TUPIT T

H>30 @>15
Backbone

3. Density index

P et e A N
o ML G R T o R T |

Side chain or base 88
<Dens> = 0.0822,0 = 0.0168 15] L
W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30.-“-“‘
60.
1.00 i
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 0.80 r

Backbone
2. Density correlation

[ =1
0.80- -

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0822,0 = 0.0168

Sdhbggf CHTT UD B R EE A et

15 -
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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Structure Factor Check
3H1H

Local estimation (5)

Backbone
2. Density correlation

Side chain or baseQ.90+

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

1. Shift
‘ . 1 o I O T AV S ] T P VSV O AV TV VR I
Side chain or base 20 L
0 =0.1400A 3.0- .
m<o0s8 =

N NN TN Pl ey,
= T T T T "Iy Wi

W>30 @>15 1-8’
o Backbone (%5:
3. Density index
Side chain or base 88
<Dens> = 0.0822,0 = 0.0168 1.5
H> 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base 30-_r-_‘
60.
1.00
5. Connect 0.50 W 3
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGE 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

Side chain beggg[ﬁj: qIIv DVD |- UW TTWU J DTDT'W

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0822,0 = 0.0168

Side chain or base

1.54
1.0+
0.5+

LUJH I HF T O [0 I 7T U—W%

0.5+
1.04
1.5-

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

1.00 x
5. Connect 0.501 ‘H‘ -

residue number

chain identifier

SFCHECK 7.1.01

HSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSSVTSKLYQGVAKATTQPFDASAFNVNYSDSGL FG|
(2] (2] (o2} (2] (2] (o2} [}

G
o
A Tel © N~ @ 2] [} P
o N N N N N ™ ™
B




Structure Factor Check
3H1H

Local estimation (6)

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

Side chain or base
o =0.1400A

m<o0s8 0.80q
S O'Q‘*MWLL MW

2. Density correlation -

- B 0 e Lk o i

H>30 m>15 i r
o Backbone 0.5 B

3. Density index

. O |
Side chain or base QS:W@—D u D:D B
<Dens> = 0.0822,0 = 0.0168 1.5- B

Backbone 30.
4. B-factor
60.

1.00 ¥ — w =
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: r
. Backbone 104 e AN E RN nnn s
1. Shift = L
1.0 [EFDHIDTD]I[DEJ]]PTFIH]I,
Side chain or base 204 L
o = 0.1400A 3.0- L
m<o0s8 0.80 r
Backbone 0.90+1 L
2. Density correlation e T‘:Vc‘:j‘tﬂ =
Swde chanr basw.g& E.—_l] l:‘:l I:EI:'VI]] D I I |

0.80-

H>30 @>15 1.57
Backbone 1.04

3. Density index — =
Side chain or base gg = [ u b Lm“ U—U—LHJ U_u u MU_UJ u—U—I_I_I:I_I_[
<Dens> = 0.0822,0 = 0.0168 1‘5

> 60.

Backbone L
4. B-factor

Suie chain erbase 30 -'_ _

1.0& |
5. Connect 0.501 W -

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

A
residue number S} 3 = I = o N ™
)
B

439

< < <

chain identifier C
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Structure Factor Check
3H1H

Local estimation (7)

0.80- =

V N.A. (GLY) 2-8: i
o e e H e e e e T T e e
1. Shift

e enain orsase 100U LD FCR O PO T P RO AL PO A VR
Side chain or base 20 B
0 =0.1400A 3.0~ L
m<o038 0.80 r
Backbone 0.90+ L

2. Dmsty correlation i S e = r—;—._.—l_l—q—\ ﬂ% [ T |

Y2 I EAVA i 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> = 0.0822,0 = 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)
Backbone
1. Shift
Side chain or base
0 = 0.1400A
m<os 0.807 r
Backbone 0.90+1
2. Density correlation E
Side chain or base).90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0822,0 = 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)

V NA. (GLY) 3.0

W nnnnsnnndniinnnadulinaan=nuninnnnannniunalininnnnntnnnnenni=nnnninniinnns
1. Shift
o 1 o PR PO PP PP R PO H OO P AP
Side chain or base 204 L
3.0-

0 =0.1400A L
m<o08 0.80 i
packbone 099 wWMMMi
2. Density correlation = = Ve Y t—[[ZVEIT]j:’
Side chain or base).90 Wﬂw [
0.80- =
m>30 .>1.sB %g
3. Density index &
Side chain or base (J? i
<Dens> = 0.0822,0 = 0.0168
Il > 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
HFLLPFAITAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number 8 5' : H S :r' S
— N N N N N N
chain identifier  |C
V NA. (GLY) 3.0 L

W AnRan=n=nnaalinz]unnasnzannnannnaniiizuniannnnnenniniineinnuesnlinn=annsialin}
1. Shift 5 r
o 1_07M&MMMW—
Side chain or base 20 L
o =0.1400A 3.0

m<o8 0.80 r

packbene Og&wmmmﬂv_l_’_um M |
B o I N o Y

2. Density correlation =

— = D —'—‘_A_»—]_ru_H - g1 T T
Side chain or base0.90+ D I I F [
0.80- L
W>30 @>15
Backbone
<Dens> = 0.0822,0 = 0.0168 J_I

Side chain or base

3. Density index

W > 60. b T
Backbone 30,—W ‘

4. B-factor 1

Side chain or base 30.
60.- _
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
H — — — i — - - —
residue number © ~ © o o — o ™

N N N N () (s2) ™ [o0]

chain identifier C
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Local estimation (9)

0.80-

V N.A. (GLY) 2-8: r
P aNann=anuiinansaininiulnalinanaannan]innansnanini¥aunnnznli | Annndnn=annnnal

1. Shift
) ' 1.0 WJ_UJ_H—U_U_H_PNU_H_LU_LL,
Side chain or base 2_07MMUJLHJMMMLH—U_MHJ{LLLU -
0 =0.1400A 3.0~ L
o O.B&m—i L. W 7
Backbone 0.90+ L
2. Density correlation T VI B Q= — =
Side chain or base).90- UT‘_‘_‘—W_HT—I_U_I \/LU_U“_‘ L

Hl>30 @>15
Backbone

3. Density index

5]
.0
45

<Dens> = 0.0822,0 = 0.0168 5

W> 60. 60.7 O m r
4. B-factor

Side chain or base 30_—M m M M J_L L
60.- = e L L L

1.00
5. Connect 0.50 W ( -

LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number 3 e b 2 — a b
™ ™ ™ ™
chain identifier  |C D

VNA. (GLY) 39 B
o O I I HT I o e e e e e e O e
1. Shift B
oo taso 10 U O LT ELPE L[ [P P O Ve e e PO L
Side chain or base 20 L
0 =0.1400A 3.0- L
m<038 0.807 r
packbene O-Q&M |
2. Density correlation —_ T ——— =
Side chain or baseo_g:));l D I I I D -

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0822,0 = 0.0168

Side chain or base

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

residue number

-
™ <

chain identifier D
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Local estimation (10)

0.80-

VNA. (GLY) 2-8: L
P enmuuil=naliEun)aaiannannniundlnnnannnnin=an==ainnalannznsnsANNANRNAnnniBn]
1. Shift
o chamor e 10 J PP L) PR I CRE e - T S U e P S [,
Side chain or base 20 L
0 =0.1400A 3.0- .
m<o8 0.801 i
Backbone O_QGM r
: ; I N Sy S | S S S e thm.

2. Density correlation 0 iﬁﬁ.—?“*— 1T m?-&f}

Side chain or base0.90+ I W*

H>30 .>1.sB %g
3. Density index & =

Side chain or base ggi—D:m—v
<Dens> = 0.0822,0 = 0.0168 1.5- —
4. B-factor

Side chain or base 30. M M

60. _ —
1.00
5. Connect 0.50- -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number 5' : ﬁ S :r' S 5‘ l:'
~ - — - - — - -
chain identifier D

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o = 0.1400A
m<o08 0.801 i

Backbone 0.90q [
2. Density correlation E

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0822,0 = 0.0168

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)

3. Density index

V N.A. (GLY) 2'8: -
- Backbone 1:07
1. Shift
: ) 1.0+
Side chain or base 20
0 =0.1400A 3.0-
M<0.38 0.801
Backbone 0.90+
2. Density correlation
Side chain or baseQ.90+
0.80-
W>30 W>15 5 .
ccere 52 L AR S A 01y

<Dens> = 0.0822,0 = 0.0168 5
H> 60. 0.5
Backbone 30.*<H>
4. B-factor 1
Swie chaimorbase 30.7]> _m M M M
60.- - — — -
1.00 -
5. Connect 0.501 wf
) PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =
chain identifier  [E
VNA. (GLY) g-g’
- Backbone 1:0: [
1. Shift =
: ) 1.0 -
Side chain or base 20 L
o = 0.1400A 3.0- =
m<o08 0.801

Backbone
2. Density correlation

0.90

Side chanr basq).g(kjvlzl EIH:WE‘:IE]—D .:I [[:]T'T:I]::IT:I:l:F:I:.VI:HVI:l I I
0.80-

1
1
0

H>30 @>15
Backbone

3. Density index

.5+

.57ﬁ m

= =T
Side chain or base 28: u U—M—M w m—u_r \_‘_u e w =0 | Vv L
<Dens> = 0.0822,0 = 0.0168 1.5-
W > 60. 60.
Backbone 30.
4. B-factor
60.
1.00 r
scooms oo, (Rl o, Nt o e

residue number

chain identifier
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Local estimation (12)

Backbone 0.9
2. Density correlation

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
" ! 1.0+
Side chain or base 204
0 =0.1400A 3.0-
m<o08 0.8

Side chain or base0.90+
0.80-

Backbone
3. Density index

Side chain or base
<Dens> = 0.0822,0 = 0.0168

1.5
H>30 W>15 el

0.54

0.5+
1.0+
IL5-

B> 60. 60.
Backbone 30.

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

LV LR EEEEPRRREAREEEEPRRRRR

1.00q
somnet o (] ol o, rnRettlI1H bt i

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
o = 0.1400A
[W<o0.s8 0.801
Backbone 0.90+
2. Density correlation E
Side chain or base).90

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0822,0 = 0.0168
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 7.1.01
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Structure Factor Check
3H1H

Local estimation (13)

VNA. (GLY) 2-8: L
o o T T e O e O e H O e H b b

1. Shift
o cramrtse T PLPLL L L [ [ ER [P0 [P I L PO P
Side chain or base 204 L
0 =0.1400A 3.0- -
m<08 0.80q r
e 0% e o s peclelll

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

0.80-
H>30 m>15 T r
o Backbone O:5
3. Density index e L
Slde Chain * base Q.S:Wmm
<Dens> = 0.0822,0 = 0.0168 1.5 —
> 60. 60. .
ewsers o Iy 11T
4. B-factor
o LT L L
60. =
1.00 L]
5. Connect 0.50 +
ARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ
residue number N m % g uN) % Q
chain identifier |G
V N.A. (GLY) 3.0 r

Backbone

- Lo I W e ree e e A T e e r

1. Shift e [

Side chain or base 204 B
3.0-

o =0.1400A

0.80
0.90+

W<08
Backbone

2. Density correlation e

MMWMMMM I
e Ww M[D I WITD_D:DIT il EED:[I1 [

15
1.0
o 0.5
3. Density index -

W>30 @>15
Backbone

— u L
saeomnarvuets] T IO "I QAT IR IFFE - |
<Dens> = 0.0822,0 = 0.0168 1.5

> 60. 60. l
= §
4. B-factor I
Side chain or base 30.4 ]:[]- i
60.- -
1,007 I
5. Connect 0.5(FW |

residue number @

chain identifier H

[
—

N ™

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
o) [} )] % o2}

©

SFCHECK 7.1.01




Structure Factor Check
3H1H

Local estimation (14)

3. Density index
Side chain or base
<Dens> = 0.0822,0 = 0.0168

W W Ve A

Rl i

V N.A. (GLY) 2-8: i
e 167 Einmnn=sisasas=aiialilinsuasil

1. Shift e
10] AP ARV >0 SO S R
Side chain or base 204 B
0 = 0.1400A 3.0~ L
m<o08 0.80q =
peckhone 099 MTMM !_!_V_V—H—l_l_l—m Wﬁ
2. Density correlation — W - = =
Side chain or base0.90+ :EI_I:[IVI :I]:‘ I ] UW L

0.80

Backbone = |

il (UL b 1 nill

Side chain or base 30.
60.-

FRRREEAREEEEE CERARREEE CRRRERRAR EEEEE

1

1.00-
5. Connect 0.50

sl lT0IEHilli

il

H>60. 60. -
R R
4. B-factor ]I

residue number

chain identifier

RPLLCRESMSGRSARRDLVAGI SLNAPASVR|
N [\ N

Yo} ©

~

ALLRQAYSALFRRTSTFALTVVLGAVLFER
< < <
— N

J

Backbone 0.90+

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

L st el e o Il oo ailil il il b o e o
LR Sk B N e

VN.A. (GLY) g-g: L
- Backbone 1:07 [

1. Shift 9 r
1 O—W M A eV M

Side chain or base 20 L

0 =0.1400A 3.0- =
m<08 0.807 i

H>30 @>15 1.57
Backbone 1.04

T IR (T ATt

L 0.51
3. Density index
Side chain or base

0.5+
1.0
<Dens> = 0.0822,0 = 0.0168 1.5-

TR - TF v mes-

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

Suie chaimorbese 3OE-V-:IVU- -—V.VIV7
60. L

1.00
5. Connect 0.501

W

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1H

Local estimation (15)

V NA. (GLY) 3.0 r

- Backbone 104
1. Shift

Side chain or base
o =0.1400A

1.0
2.0+
3.0

=P 0.80- —
ackhone O'QGEEEJL :Etg:.zzcll LILJ L mmwwﬂ_l—ﬂ—mﬂbﬂwf

2. Density correlation

e I i 1 L [

Hl>30 @>15
Backbone

3. Density index
Side chain or base 0.5
<Dens> = 0.0822,0 = 0.0168

1.04
5=

W> 60. 60.
Backbone 30.

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

1.00

5. Connect 0.50 T ﬁ W M B S

residue number

chain identifier

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

o —
[Te] © N~ [oe] [} =1 h

N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o = 0.1400A
m<os 0.807

Backbone 0.90+1

2. Density correlation

Side chain or base).90
0.80-

154
H>30 W>15 30

0.5+

Backbone

3. Density index
Side chain or base
<Dens> = 0.0822,0 = 0.0168

(e A O O e R
%gzjw = WUMWUUW 0Ty ™ L

B> 60. 60.
Backbone 30.

4. B-factor

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

SFCHECK 7.1.01
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Structure Factor Check
3H1H

Local estimation (16)

Backbone
2. Density correlation

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0
Side chain or base 204
0 = 0.1400A 3.0-
m<o0s8 0.80

0.904

Side chain or baseQ.90+

0.80-
H>30 m>15 I
o Backbone 054
3. Density index e
Side chain or base 28:
<Dens> = 0.0822,0 = 0.0168 1.5
W> 60. 60.
BaCkbone 30_
4. B-factor
Side chain orbase 3o'm
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 0.90+1
2. Density correlation e ~ ===rT
Side chain or base).90+ E
0.80- -

m>30 B>15 e
Backbone 0:5
3. Density index
Side chain or base g
<Dens> = 0.0822,0 = 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 7.1.01
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Structure Factor Check
3H1H

Local estimation (17)

V N.A. (GLY) 2-8: i
) Backbone 1:07 B

1. Shift
1. O—JMW%MWM,
Side chain or base 20 B
o =0.1400A 3.0- L
m<o08 0.80+ =
Backbone 0.90+ L
2. Density correlation - =5 = L
Side chain or base0.90+ [‘:‘:]] D:I I I I I D I I L
0.80- L

W>30 W>15 g
Backbone IS

3. Density index

Side chain or base W UJ u VU LLWJ—UJ Lu UJ q}m
<Dens> = 0.0822,0 = 0.0168

> 60.
Backbone
4. B-factor
Side chain orbase 30-'_
60.
1.00 L
5. Connect 0.50- -
LCTSTTESEVKRAKNHLRSAMVAQLDGTTPVCETIGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY | YDKC
residue number 4 3 Q 3 2 2 9
™ ™ ™ ™ ™ < <
chain identifier [N
V N.A. (GLY) g-g: r
Lo L T H b [
1. Shift B
o 1_O,Wuqmqjjﬂjmjjj R g i e RN NN e B R e N RN g R EE
Side chain or base 204 B
o =0.1400A 3.0 L
m<os 0.807 r
packbene 0991 MW7
2. Density correlation — =
: = v Dfmfﬂv[l] o TP V]
Side chain or base).90 U\/H—LU—T ]] vw L
0.80- -

H>30 W>15 %8 =
o o0 ST N L WTWWWWW il Ml W
. Density index
VI \a
Side chain or base g 8 J U U—W u B
<Dens> = 0.0822,0 = 0.0168 1.5- — L

B> 60. 60. 7
4. B-factor
60.-— =

1.00 u
5. Connect 0.501 W -

PALAAVGPIEQLLDYNRIRSGMYWI CPGAEDLEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGT
i I € @ o ® © © [}
residue number S o 3, 8 ] -4 2 3

chain identifier [N o)

SFCHECK 7.1.01




Structure Factor Check
3H1H

Local estimation (18)

Backbone
2. Density correlation

T Mﬂﬂm r—\_l_m—»—l—\—t—»—v—l_Li

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L

W nnNnnRaniRaNANAannAn=ilali=n=na NN anNR e == Asizn=anAnnN ] inNn=anxnnn] ANRANAE
1. Shift

o 1o P AV APV A e P O R O e O

Side chain or base 204 L

0 =0.1400A 3.0- -

m<08 0.80q r

WT?WWWDQCQDEquFUWHF WT*W

Hl>30 @>15
Backbone

3. Density index

<o PP rgorrege s
Side chain or base
<Dens> = 0.0822,0 = 0.0168 1.5
m> 60, I ——————— — —
Backbone 30.1
4. B-factor —
Slde Chain * base 307 [ m I
60.— = = [y
1.00
5. Connect 0.50 +
) AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVY STREKMTYO%VECLRDHVDDBVMEYL LNVTOTDAPEFRPWEVOTODL
residue number 3 2 8 3 =] b S a
chain identifier |0
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 = 0.1400A
m<os 0.807 r
packbene Og&mwm&wi
2. Density correlation = o 0 0 W =
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> = 0.0822,0 = 0.0168

A [
Sl B BEL L

A | A T e
kR ol

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

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1H

Local estimation (19)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1400A 3.0-
m<08 0.80

Backbone 0.90+

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

0.80-

H>30 W>15 1-8’
Backbone 1.04

. . 0'57
3. Density index &
Side chain or base 72|

<Dens> = 0.0822,0 = 0.0168

Side chain or base 30.

W 60. 60.

60.
1.00 - r
5. Connect 0.50- (—
LKSVAEQFLNIRSGAGTSSAKATYWGGEIREQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPL KRGS S|
residue number 2 3 ® 2 3 ® 2
— N IN] < re] © ~ ©
o~ N I3\ N 3 ~ o~ 3

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 I ' VTD D:I:I I I Dz[

H>30 W>15 157
Backbone 1.04

o 0.5
3. Density index

N s] 1 OV 2C 1M ] W OF P oV EE RN
Side chain orbaseo§: UJ H_M—U—‘_I\M/UU U_LU—'—U 3

1.
<Dens> = 0.0822,0 = 0.0168 1.

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

1.00 L — i 1T T
5. Connect 0.50- W 3
VTSKLYQGVAKATTQPFDASAFNVNYSDSGLFGFYT | SQAAHAGEV IRAAMNQLKAAAQGGVTEEDVTKAKNQLK
residue number x 3 < & 3 = B
N ® ™ ® ™ ™ ®

chain identifier o

SFCHECK 7.1.01




Structure Factor Check
3H1H

Local estimation (20)

2. Density correlation

Side chain or baseQ.90+

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

" ! 1.04 =

Side chain or base 204

0 =0.1400A 3.0-
m<08 0.80+ r

Backbone 0.90+

TTTTrrnEr i

Backbone
2. Density correlation

Side chain or base).90
0.80-

0.80- L
H>30 m>15 i r
2D o B;ckbone 0.5 —ﬁ L
. Density index E
q N [ O O &ov
Side chain or base 88: LU—U_U—U—U\/ LU U L=y [D LU_U I:I:D\/U U—LHJJ B
<Dens> = 0.0822,0 = 0.0168 1.54 =
W> 60. 60.
BaCkbone 30_
4. B-factor
Side chain orbase Som
60.
1.00, ] o
5. Connect 0.50] -
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number 3 ® 3 B £ X X 3
3] ™ 3] ™ < < < <
chain identifier O
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift
. . 1.0
Side chain or base 204
o = 0.1400A 3.0
m<os 0.807

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0822,0 = 0.0168

1.54
1.04
0.5

0.5+
1.04
1.5-

W > 60. 60.
4. B-factor
60.
1.00-
5. Connect 0.5(% i

I

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1H

Local estimation (21)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: B

- Backbone 10
1. Shift

: i 1.0
Side chain or base 204
0 = 0.1400A 3.0~
m<08 0.804
Backbone 0.90+

0.80-
W>30 W>15 %g
o Backbone O:5
3. Density index
Side chain or base 28:
<Dens> = 0.0822,0 = 0.0168 1.5
> 60. O
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- -
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S S S 8 & g
— - — - -
chain identifier [P
V N.A. (GLY) g'g’ I
Backbone =] .
1. Shift
’ . 1.0+
Side chain or base 204
o = 0.1400A 3.0-
m<o038 0.807
Backbone 0.90+
2. Density correlation E
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0822,0 = 0.0168

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

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3H1H

Local estimation (22)

VNA. (GLY) 2-8: B
- Backbone 1:07
1. Shift
: ; 1.0+
Side chain or base 204
0 =0.1400A 3.0-
m<o0s8 0.80

Backbone 0.90+

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

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.0822,0 = 0.0168

PRO  OR

155
.0+
L

> 60. 60.
Backbone 30.

60.

4. B-factor

1.00
5. Connect 0.50 M M |

FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVLI
N N N o N N N

residue number %) < I¥e) © ~ @© [=2]
I3\ N Y ~ o~ [3Y I3\

chain identifier [P

V N.A. (GLY)
Backbone

1. Shift

Side chain or base

o =0.1400A

m<o08 0.801 [
Backbone 0.90+ |

2. Density correlation

Side chain orbasw_gowww I DD I D III I |
0.80- -

E>30 H>15 % B
3. Density index =

Sidechainorbase%gﬂJ UJ U_U—LH_U U U—UM LU U il VU_U—LUJ v U LU_U—LUJ U v Lu»:
<Dens> = 0.0822,0 = 0.0168 15 -

B 60, 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 7.1.01




Structure Factor Check
3H1H

Local estimation (23)

VNA. (GLY) 3.0 C
Backbone %8: B
1. Shift Ja—
) ) 104 HH [
Side chain or base 204
0 =0.1400A 3.07
m<o0s8 0.80 r
Backbone 0.90+ I

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

vl ek B SLESRN R s

T

m>30 @>15 i i
Backbone 054 H_W,

3. Density index &

=

Side chain or base 30.

60. -“-

Side chain or base 28: WWWW D D L
<Dens> = 0.0822,0 = 0.0168 1.5 =
> 60. 60.

Backbone 30.

4. B-factor .

1.00 || H [
5. Connect 0.50 "

MLNY GELELHPPAFPWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVE
residue number ] — i L= i — ~

- o~ ™ < [¥s] ©
chain identifier P Q
VNA. (GLY) g-g
- Backbone 1:0
1. Shift
. . 1.0
Side chain or base 2.0
o = 0.1400A 3.0
m<038 0.8 [
Backbone 0.9 r

2. Density correlation

oo PO [T T T TR

H>30 E>15 157
Backbone 1.04
L | [0

3. Density index

Sidechainorbaseg’:g:U_M—Luvuu LM_H—UWJ UUMUJLULUWLUU WMLE

<Dens> = 0.0822,0 = 0.0168 1.5-
H>60. 60.
Backbone 30.
4. B-factor
60.
1.00+ L L]
5. Connect 0.5&T || -
VODGPDENGEL FMRPGK I SDYFPKPYPNPEAARAANNGALPPDLSY I VNARHGGEDYVFSLLTGYCDPPAGVVVR
residue number | b o g = N o )

chain identifier  |Q

SFCHECK 7.1.01




Structure Factor Check
3H1H

Local estimation (24)

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

1. Shift
‘ . 1.0—WM%WMMMWMM*M**
Side chain or base 204 L
0 =0.1400A 3.0- .
m<o0s8 0.80 r

cecire 0900 el 1] el Mooy LU ot o e i
m—._l_ﬂ—v—‘_l—t—\_l_v—f

2. Density correlation &

Side chain or baseQ.90+ I I I I I I I I I LU—" w—];i
0.80- -
H>30 H>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.0822,0 = 0.0168

> 60.
Backbone

60.

4. B-factor

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

VN.A. (GLY) g-g: L
o T N e T H T e o e e e T e T e e

1. Shift 5 r
o crnor e 5L DL LLLCCHLPL TS PR R (P L [T T

Side chain or base 20 L

o = 0.1400A 3.0- =
m<o08 0.801 i

Backbone 0.90q

2. DenSIty correlation 7%‘_’%‘_‘ MMM%E L
Side chain or base).90 I I I ﬂ W L,-ﬁ_‘—lji I u L
0.80- L

H>30 @>15 %8
3. Density index =
Side chain or base ggm_u u F LU U_p W u LU_H_I_U—u Uj_u LU_H_H—'_U W:
<Dens> = 0.0822,0 = 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

SFCHECK 7.1.01




Structure Factor Check

3H1H

Local estimation (25)

V NA. (GLY) 3.0

pecktone i w1 S P S o e e )
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