SFCHECK 6.0.5

Structure Factor Check
X XXX

Title: BOVINE CYTOCHROME BC1 COMPLEX WITH STIGMATELLIN BOUND
Date: XX-XXX-XX
PDB code: XXXX
Crystal Structure Factors
Cell parameters: Input
a:‘ 192(§gi)2(;50A b 196080%2 A C 293(§)(§g(i>A Nominal resolution range: 37.9 - 2.00 A
a: 90. B: 90. T 90. Reflections in file: 308086
Space group: P 21 21 21 Unique reflections above 0: 308086
Number of NCS—operators: 1 above l1o: 300977
NC-symmetry only for information above 36: 180169
SFCHECK
Nominal resolution range: 37.9- 2.10A
(max. from input data, min. from author)
Used reflections: 276806
Reflections out of resolution: 31280
Completeness: 95.3 %
Model R_stand(F) = <o(F)>/<F>: 0.057
Anisotropic distribution of Structure Factors
33890 atoms (1612 water molecules) ratio of eigen values: 0.9620 1.0000 0.8986
Number of chains: 51 B_overall (by Patterson): 36.6A 2
Volume not occupied by model: 44.9 % Optical resolution: 1.73 A
<B> (for atomic model): 48.1 A2 Expected opt. resol. for complete data set: 1.73 A
o(B): 16.67 A2 Estimated minimal error: 0.033 A
Matthews coefficient: 2.76
Corresponding solvent % : 55.16 Model vs. Structure Factors
R—factor for all reflections: 0.238
Correlation factor: 0.933
R—factor: 0.243
for F>2.00 .
nom. resolution range: 37.87 — 2.10A
reflections used: 271206
Refinement Rfree: 0.282
Nfree: 13477
Progr.am: _ CNS 1.1 . R—factor without free—refl.: 0.241
Nominal resolution range: 37.9- 2.10 A N ST e 257729
Reported R—facto?: 0.222 <u> (error in coords by Luzzati plot): 0.300 A
Number of reflections used: 276810 B hnetiad] el GaraE 0.084 A
Reported Rfree: 0.26 DPI: 0174 A
Sigma cut—off: N.A. .
Scaling
Scale: 1.718
Bdiff: -4.66

Anisothermal Scaling (Beta):
1.9763 2.2038 0.7639 0.0000 0.0000 0.0000

Solvent correction — Ks,Bs:  0.832 250.036
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5000 - 4.0 - -
Wilson Plot Optical resolution
4000+
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—— Wilson plot (B_overall = 48.4 A 2) —— Optical resolution for atom with B =0
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o ¢ d 800 400 267 200 A
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Local estimation

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

H>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNAL
residue number et - = = s b et =
chain identifier A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
EKEVESMGAHLNAYSTREHTAYYIKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVF
residue number = = = - I = =
= = — = A
chain identifier A
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Local estimation (2)

Backbone 0.90

2. Density correlation
Side chain or base (.90

VN.A. (GLY) 3.07 L
Backbone 2.0 [

, Y e e T O D I e o e D ot

1. Shift —
o 10 ,MWMMM B

n Side chain or base 204 L

6 =0.1167A 3.0- —
m<o0s 0.807 i

7m%lﬂm,ﬁm’—lmﬁmzf

H>30 WE>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

N T A

DRSS N e Ll i L

T T T e

> 60. ] [
Backbone
4. B-factor
Side chain or base . Mww J—II]]:I_L JJJJJ_PAW—I:l:I:I:I:I~J> JVD [
60.
1.00 r
5. Connect 0.50 W [t—
NYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDE
residue number 5 § E g 5 § E 5
chain identifier A
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08

Backbone

2. Density correlation

Side chain or base

W>30 W>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect 0.50 Tﬂ -

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (3)

¥ N.A. (GLY) 3.0
Backbone

S innntinanai=a il iean=tn=sainaanli=zinnsasnsnnnin=lniiniiansunusninfinnlusniy
1. Shift
Sidechainortase 1.0 T D [V SR e R [ S O Ve,

) 2.0
6 =0.1167A 3.0- —
m<038 0.80 r

Backbone 0.90 =

2. Density correlation

m. 0
Side chain or base 0,907U = [V_DV ‘:Tc:T—:D_V_::D::E: —::D—:DV—TPE I:D—C'_V?_::

H>30 WE>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, ¢ = 0.1475
> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
NKLCQSFQTFNICYADTGLLGAHFVCDHMS IDDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPV
residue number = - b - o A by =
sl o o o o o o o
chain identifier A
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
CEDIGRSLLTYGRRIPLAEWESRIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMFW, EVPPH|
residue number = =~ = pa IS - I g
o [Se} < <t < < <
chain identifier A B

SFCHECK 6.0.5
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Local estimation (4)

2. Density correlation

Side chain or base

VNA. (GLY) 3.07 L
Backbone %8 i [

1. Shift
) A 10 7%%&%%%%%%%,
n Side chain or base 204 L
6 =0.1167A 3.0- =
m<o0s 0.807 i
Backbone 0.90- |

0.90
0.80- =

H>30 WE>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00~
5. Connect O.SO—T 3
PQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGK]
residue number Nel NeJ =) Nel Nel O Nl
Q IS} < w ° ~ o
chain identifier B
VN.A. (GLY) %8 7 r
) Backbone 10 B B
1. Shift
: . 1.0+
Side chain or base 204
G =0.1167A 3.0-
H<o0s 0.807
Backbone 0.90-
2. Density correlation 1
Side chain or base ().90 -
0.80-
H>30 WE>15 %
Backbone 0'
3. Density index =
Side chain or base (1)(5) ]
<Dens>=0.3777, o = 0.1475 15~
H> 60. 60. 7
Backbone 30.
4. B-factor
Side chain or base  3(),
60. -
1.00
5. Connect 0.50 3

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (5)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

W>30 E>15

Backbone
3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
ALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMALIGLGVSHPVLKQVAEQFLNIRGGLGLSGAKAKYHGGETIR
residue number 2 2 K 8 o 8 2
— = = Q N a a
chain identifier B
VNA. (GLY) 3.0 r

Backbone

RS e nnnslnnsnnnninnnnaninnnniinndBinlAnEeanunnnnuiiinnnannzninnnsnniiannt=ng
1. Shift

2. Density correlation

. . 1.0 [

B Side chain or base 204 L

6 =0.1167A 3.0 —
E<o08 0.807 i
Backbone 0.90+ |

] [ W T T eV ey s e = e
Side chain or base (.90 L

3. Density index

Side chain or base

H>30 WE>15 }(5) r
Backbone 0:5 L

0.5 [
1.0 L
<Dens> = 03777, o = 0.1475 1.5 -

Side chain or base  30.

> 60. 60.

5. Connect 0.50 T ] =

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (6)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<o038
Backbone
2. Density correlation
Side chain or base

W>30 E>15

Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
LFGFYTISQAASAGDVIKAAYNQVKTIAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPP
residue number b 8 g v 8 2 32
o o o o o o o
chain identifier B
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

TVLQQIDAVADADVINAAKKFVSGRKSMAASGNLGHTPFIDEL NNAFIDLPAPSNISSWWNFGSLLGICLIL
o

S
i o © © ©
residue number = S — Q @ 12 & A
B

<+ < <~ <
C

chain identifier

SFCHECK 6.0.5
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Local estimation (7)

¥ N.A. (GLY) 3.0
Backbone

: 10 e I e e e HO e L e B e e TCH T
1. Shift
Scinarbae 10 e S P e S Ve RV

6 =0.1167A 3.0- —
m<038 0.80 r
Backbone 0.90 =

2. Density correlation

Side chain or base

H>30 WE>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
QILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWIIRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVI
residue number L2, A vl Q 2 & § l£
chain identifier C
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, & = 0.1475
> 60.
Backbone
4. B-factor
60. - = = =
1.00
5. Connect 0.50 3
LLLTVMATAFMGYVLPWGQMSFWGATVITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFIIMAIA
residue number 0 a & “ 3 2 k2
chain identifier C
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Local estimation (8)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

H>30 WE>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
MVHLLFLHETGSNNPTGISSDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHI
residue number Q2 8 n Q a 2 b 8
— Q I IS ISl Q IS Q
chain identifier C
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, & = 0.1475
> 60.
Backbone
4. B-factor
sucawnorsse 30 L] [T LT L0 LY P PO O L PO L T
60. " — - L
1.00
5. Connect 0.50 3
KPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPV
residue number Q 2 o a8 hal 3 a
) (\1 Q & %) 13} I3}
chain identifier C
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Local estimation (9)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<o038
Backbone
2. Density correlation
Side chain or base

W>30 E>15

Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 ( 3
EHPYITIGQLASVLYFLLILVLMPTAGTIENKLLKW, SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVC
residue number w had n W f— — — —
2 ? ;93 R — N o
chain identifier C D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base  3(). J_LU_LI_U_UI_U_U_L L
60. - [ [ |
1.00 L] m L]
5. Connect 0.50 u —r -
SSCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPD
residue number I A 3 = = I~ § E
chain identifier D

SFCHECK 6.0.5
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Local estimation (10)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<o038
Backbone
2. Density correlation
Side chain or base

H>30 WE>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
LSYIVRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVC
residue number b - o) A ey = po
— — - — — — -
chain identifier D
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, & = 0.1475
> 60.
Backbone
4. B-factor
60. - == L oo
1.00 -
5. Connect 0.50 3
TFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK [SHTDIKVPDFSDYRRPEVL
residue number = = = I = 9 =
= Q IS a S 3
chain identifier D E
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Local estimation (11)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

H>30 W@>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, ¢ = 0.1475
> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
DSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDIPEGKNMAFKWRGK
residue number = = b b 3 = = =
chain identifier E
VNA. (GLY) 3-8: B
. pretbone 1O o e e e e e e e I e e e e e
1. Shift L
Side e or base é :8 :MMMWMWW:
6 =0.1167A 3.0- —

m<03 0.80
Backbone 0.90- L
; . S S
2. Density correlation = —— = WE.;,
Side chain or base ().90 - I D I I I D D I l:l I:l D L

W>30 W>15
Backbone

3. Density index

Side chain or base (1)(5) ] jw [
<Dens> = 03777, o = 0.1475 1.5- =

> 60. 60. [*
Backbone 30. L

4. B-factor L
Side chain or base  3(). | l,

60. - L

1.00 L

5. Connect 0.50 B

PLFVRHRTKKEIDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVPIANAGDFGGYYCPCHGSHYDASG
residue number = - = = o ) 2

—_ — —_ —_ — —_ —_

chain identifier E

SFCHECK 6.0.5
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Local estimation (12)

¥ N.A. (GLY) 3.0 r
Backbone %8 i B
1. Shift
. . 1.0
) Side chain or base 204
6 =0.1167A 3.0-
m<08 0.807

Backbone 0.90-

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

0.80-
H>30 HE>15 1.5
o Backbone (1)(5):
3. Density index —
Side chain or base (1)(5) i
<Dens> = 0.3777, 6 = 0.1475 1.5
B> 60. 60. 7
Backbone 30.
4. B-factor 1
Side chain or base  3().
60.
1.00
5. Connect 0.50
RIRKGPAPLNLEVPSYEFTSDDMVIVG [WLEGIRKWYYNAAGFNKLGLMRDDT IHENDDVKEAIRRLPENLYDD]
residue number E o:o § o m 2 g %
chain identifier E F
VN.A. (GLY) 3.0 r
I RENANEnENnE=R=ERREY}
1. Shift
o vo P POPPCP PO [ L O [ PO L o0 S L TR,
Side chain or base 204 L
6 =0.1167A 3.0 —
H<o0s 0.80 r
N s I - = nm Anfl [ I
. . L = e e 1 ) Y, P
2. Density correlation
Sidechainorbuse 0,90 W W I] e = |
0.80- -
W>30 W>15
Backbone

3. Density index e

O
<Dens>=0.3777, o = 0.1475 15~

4. B-factor
Side chain or base  30. 7% JJ_._LLUJ_U—I:M:I—LL HL _ lm M_H_U—Li

60. —
5. Connect 0.50 % ( -

1.00
RVFRIKRALDLSMRQQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK] GRQFGHLTRVRHVITYSLSP
o™

. ~ N N aQ =
residue number Q N 1% SN S B -

—_

chain identifier IF G

SFCHECK 6.0.5




Structure Factor Check
XXXX

Local estimation (13)

VNA. (GLY) 3.07 L
Backbone %8: [
1. Shift
o 1o FTEHF VAP A T H A AV TR
) Side chain or base 204 L
6 =0.1167A 3.0- =

m<08 0.807
Backbone 0.90-

2. Density correlation

Side chain or base

?
=
=

W>30 E>15

Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect (
FEQRAFPHYFSKGIPNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPA| [LVDPLTTVREQCEQLEKC
residue number & - I - o = e Q
chain identifier G H
VNA. (GLY) 38 7 r
Lo T oy ¥anntenansetanta e nlnns
1. Shift
Side chain or base ég i B
G =0.1167A 3.0- L
H<o0s 0.807 r
Backbone 0.90- =

2. Density correlation = =
= v

e chamorbee 0907:I W iu_'_‘ T uﬂ FD DZFITF L

0.80- L

H>30 E>15 }(5): r

3. Density index

Side chain or base (1):(5): u UJ W LH—U_U—U_U—UJW —q m Ll Bl L

<Dens>=0.3777, ¢ = 0.1475 1.5-
H> 60. 60. i
Backbone 30. |

Slde Chain " base 30' ]]I“ M]m Il
60. - —

"J

5. Connect (1):(5)3— I H T F W T I

VKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK| AAVPATSESPVSVLCRESLRGQAAG

resi number [aa) o 3] [3a) o o [\ o~
esidue numbe g} < n N} ~ 3e} < n

chain identifier H I

SFCHECK 6.0.5
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Local estimation (14)

VN.A. (GLY) 3.0

B T
1. Shift -
Siteeranortwse 10 TR0 [J 0 U0 0 "IV O AP TP eSO

6 =0.1167A 3.0 L

W<038 0.80
0] MW

2. Density correlation o B 1lcn
St ki B B i I
0.80 i

W>30 W>15 i-g: r

3. Density index o =)
] 0= [
Side chain or base (1)(5): F : U—u LU M\W/W L‘_P_‘ - Lﬂ_‘ LUJ Lu\/ L:

<Dens>=0.3777, & = 0.1475 1.5-

Backbone 30. |
4. B-factor [
Side chain or base ~ 3(). lj_um J_me ﬂ I m[

60. — -

1.00- w
5. Connect 0.50 m ﬂ“ W,
=

RPLVASVSLNVPASVRY] [RAFDQGADAIYEHINEGKLWKHIKHKYENK |[TATYAQALQSVPETQVSQLDNGLR
residue number [ o~ 8] o 3] f— — —
° ~ e < n — IS
chain identifier L J N
VNA. (GLY) %8 7 r
. Backbone 1:0 ] L
1. Shift
Sie chimortse 10 :WMWMM%MW:
G =0.1167A 3.0- L
H<o0s 0.807 r
Backbone ().90— =
2. Density correlation = W W ——————
Side chain or base ().90 - W‘_‘ LIZDV U F I =
0.80-

H>30 W>15 }8:

3. Density index
]
Side chain or base (1)(5): u_'ww/w W LU—I_'_IV Wﬂw,
<Dens>=0.3777, © = 0.1475 1.5- L

> 60. 60. —,ZT. — — - -
imniinn a0 s

4. B-factor
60 ~— a LA ] ]

1.00 i
5. Connect 0.50 { 3
VASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAYY I
residue number — — — — — — —

o < ) o o~ oo (=2}

chain identifier N

SFCHECK 6.0.5
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Local estimation (15)

VNA. (GLY) 3.07 L
Backbone %8: [

1. Shift
o 18 J%UJWWMMMUMLWM,
) Side chain or base 204 L
6 =0.1167A 3.0- =
H<038 =

Backbone
2. Density correlation

Side chain or base

T

ATTTTETAUTT T 7 T

W>30 W>15 i-g: L
D ) ) B(;ckbone 0157 ’
. Density index [

e SIELE i e D nte IR [ T Tt
<Dens>=0.3777, & = 0.1475 1:5 - —

> 60. 60. - W -
Backbone 30. =
4. B-factor E — =
Siechnorbise 30 7]:I:I]:] -IEIIM_M/M |
60. - — L
1.00 i
5. Connect 0.50 -
KALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSENV
residue number § E § 5 E E § E
chain identifier IN
VNA. (GLY) 38 7 r
e 0 e e T e e
1. Shift e
Side eha o b é _8 :M—U_M_MJ—M_LLLLU—LU_LLMVVLLH—UJ_PW WM:
G =0.1167A 3:0* —
m<o0s 0.807 r

Backbone
2. Density correlation

Side chain or base

WMMWW I

e N J
ol B S 1] R N :

W>30 W>15
Backbone

3. Density index

Side chain or base

1.5+
oS m aniiill
0.5

o=

os PSP W WO ¥ ] OO

1.0
<Dens>=0.3777, ¢ = 0.1475 1.5-
> 60. 60. ’]‘“ﬂ* |
4. B-factor
60. il —
1.00
5. Connect 0.50 7W |

b o

residue number

chain identifier

SFCHECK 6.0.5
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Structure Factor Check
XXXX

Local estimation (16)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

W>30 E>15

Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00 T
5. Connect 0.50 3
LAHVAIAVEGPGWAHPDNVALQVANAIIGHYDCTYGGGAHLSSPLASIAATNKLCQSFQTFNICYADTGLLGAHF
residue number A vy g po = = = b}
IS Q a Q a 53] 1) 1)
chain identifier N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, o = 0.1475
> 60.
Backbone
4. B-factor
NEbcimerte - il 7% M J_L Lli M l n <[l:7
60. - — — — — S — i =
1.00 T
5. Connect 0.50 T—
VCDHMS IDDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWESRI
residue number = I A ) = % 2N
] ) o 5] ) 58] 2]
chain identifier N

SFCHECK 6.0.5
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Local estimation (17)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

W>30 E>15

Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00 1
5. Connect 0.50 3
AEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMFW,| EVPPHPQDLEFTRLPNGLVIASLENYAPA]
residue number =3 - = ot = o Nel =3
<Or <t g @ Er" = (] (3]
chain identifier N O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08

Backbone
2. Density correlation

Side chain or base

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00 i
5. Connect 0.50 3
SRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDVDIL
i =) N=3 NeJ o el NeJ o o
residue number 2 4 8 =2 % =N = =

— —

chain identifier o

SFCHECK 6.0.5
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Local estimation (18)

Backbone
2. Density correlation

00 1—[_me |
e = M = [T

VNA. (GLY) 3.0 [
B e e e e T T e O e Cer e et

1. Shift
o 1.0 —MMMMMM&UMWMWL
) Side chain or base 204 L
5 =0.1167A 3.0- —
m<o0s 0.807 i

Side chain or base  ().90] |
0.80- -

W>30 E>15

Backbone
3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
MEFLLNVTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRNALANSLYCPDYRIGKVTPVELHDY
residue number é 2 § g 8 E 5
chain identifier o
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08

Backbone
2. Density correlation

Side chain or base

W>30 W>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00 L .

residue number

chain identifier

SFCHECK 6.0.5
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Structure Factor Check
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Local estimation (19)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

H>30 W@>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, ¢ = 0.1475
> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
NAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYTISQAASAGDVIKAAYNQV
residue number 2 2 b4 8 o bS] 2
o™ (] (S} o o o o
chain identifier o
VNA. (GLY) 38 7 r
) Backbone 1:0: N
1. Shift B
Mm”mé&ﬁﬁMﬁuuWHHFMHumﬂﬁuwumﬂmuuuwﬂﬁﬂﬁmmyu§
G =0.1167A 3.0- L
H<o0s 0.807 r
Backbone 0.90- =
2. Density correlation S w = =V TF 0- = [F=
Side chain or base ().90 - ~
0.80- -

W>30 E>15 1.5

Sea IRt Tt AIPmaA] s |
3. Density index ‘

s inorins 08 L SR I ] PO RO DR P PR R

<Dens>=0.3777, ¢ = 0.1475 1.5-
> 60. 60. 17— 1] |
4. B-factor

i
1R

Side chain or base  3(), | m l ]]I]]:]]]»J_L,
60.— = = —
1.00 L
5. Connect 0.50 W W i
KTIAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQIDAVADADVINAAKKFVS
residue number g 3 8 2 2 K 8 p

o Lagl [se) [ag] gl [Se) < <t

chain identifier o

SFCHECK 6.0.5
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Local estimation (20)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone

2. Density correlation

Side chain or base

H>30 WE>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.

Backbone

1m

4. B-factor

Side chain or base

1.00

5. Connect 0.50 T W "

GRKSMAASGNLGHTPFIDEL LMKIVNNAFIDLPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTT A]
Si o o =] =] o = =] o
residue number S 2 = < =4 = =4 2
< <
chain identifier o P

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone
3. Density index
Side chain or base
<Dens>=0.3777, o = 0.1475
> 60.
Backbone
4. B-factor
suearamorsse30.- LU | L FOC R PO P FEPO P P O P
60. - L
1.00
5. Connect 0.50 3
FSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVILLLTVMATAFMGYVLPWGUQ]
residue number IS 2 = § =} @ %
chain identifier P

SFCHECK 6.0.5
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Local estimation (21)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

H>30 WE>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3
MSFWGATVITNLLSAIPYIGTNLVEWIWGGFESVDKATLTRFFAFHFILPFIIMAIAMVHLLFLHETGSNNPTGIS
residue number =4 R Q IS4 2 K = =1
= = — — = = Q I
chain identifier P
VN.A. (GLY) 3.0 r

Lo 16| o o e e P e e e,
1. Shift
o T MWUWMMMMUMM%
B Side chain or base 204 L
G =0.1167A 3.0

H<o0s 0.807 r
Backbone 0.90- =

2. Density correlation e = [ = T e
Side chain or base (.90 I L
0.80- L

W>30 W>15
Backbone

<Dens>=0.3777, o = 0.1475 1.5 L
0.
0

H> 60. 60. 4 ——
s siminnmnnmnmmnminn g
4. B-factor
Side chain or base 30, *<U> M MMMMMMM J—J_I» J_M_H_H_L L
60. - — — — = b
1.00
5. Connect 0.50 3
SDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNK
residue number S Q 3 3 N g S
N IS a IS ISt a IS
chain identifier P

SFCHECK 6.0.5
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Local estimation (22)

¥ N.A. (GLY) 3.0 r

2.0
Lo O H Hrrr e e T e e i e e O e e e e d et
1. Shift
Side chaimorbase 1010 P8 L [P TR P A eI PP

) 2.0 L
5 =0.1167A 3.0- L
m<o0s 0.807 r

Backbone 0.90- =
7& N I Y SO e »_l_‘—l_l_l_\_:—‘_l—\_rl_\’l_\

2. Density correlation

Side chain or base

W>30 WE>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

1.00
5. Connect 0.50 -

LGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLI
(=3 (=3 (=}

S (=3 = (= (=3 (=3
residue number = S = Q A < ) 2
Q @A n o o e o A

chain identifier P

VNA. (GLY) 3.0
Backbone

1. Shift

Side chain or base

G =0.1167A

H<o0s 0.807
Backbone 0.90-

2. Density correlation
Side chain or base ().90 -

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475 1.5~

B> 0. 60. 7
Backbone 30.

4. B-factor

Side chain or base  3(), -
60. -

1.00
5. Connect 0.50

LVLMPTAGTIENKLLK SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCY

i =} — — — — —
resi number
esidue numbes =

chain identifier P Q

SFCHECK 6.0.5
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Local estimation (23)

Backbone
2. Density correlation

Side chain or base

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

1. Shift
o o TP e PR er e R e
Side chain or base 204 L
6 =0.1167A 3.0- —
m<o0s 0.807 i

= © = [ rvu-‘ NIPGVD_DIT—::: 8 =y e W |
0.90 r

W>30 E>15

Backbone
3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00 —
5. Connect 0.50 -
TEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDLSYIVRARHGGEDYVESLL
residue number 3 = = = § E 5 E
chain identifier Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08

Backbone
2. Density correlation

Side chain or base

W>30 W>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (24)

¥ N.A. (GLY) 3.0

2.0
i e L0 T e H T e e i
1. Shift
Side chainorbase 1077 EF P IAORCIEOATHORA. SO PR e VA

G =0.1167A 3.0~ L

N o] @ Wﬁ
Backbone 0.90- =
: . L Tem o e O me

2. Density correlation =

.
Side chain or base  ().90] |
0.80-

W>30 E>15

Backbone

3. Density index

g Lol 1| | Il i anshsssuaettatnaibank
A TP [0 0O g e

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

= e Sl o
S R R AR MR I OO OV I T R 1 1

1.00 w =
5. Connect 0.50 -

KMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK| SHTDIKVPDFSDYRRPEVLDSTKSSKESSEARKGFSYL
residue number - = = b S} — — —
— I %) —
IS IS I J N @
chain identifier Q R

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08
Backbone
2. Density correlation
Side chain or base

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 3

VTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKEIDQEAAVE

i r — — — — — — —
residue number I b vy = © 2N =

—
—_ —

chain identifier R

SFCHECK 6.0.5
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Local estimation (25)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

H>30 WE>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
1.00 T
5. Connect 0.50 T—
VSQLRDPQHDLERVKKPEWVILIGVCTHLGCVPIANAGDFGGYYCPCHGSHYDASGRIRKGPAPLNLEVPSYEFT
residue number b - o A vy g po
— - - — — — -
chain identifier R
TV N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
W<08

Backbone

2. Density correlation

Side chain or base

W>30 W>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

1.00+

residue number

chain identifier

SFCHECK 6.0.5

SDDMVIVG
2 )
&

R S

LEGIRKWYYNAAGFNKLGLMRDDTIHENDDVKEAIRRLPENLYDDRVFRIKRALDLSMRQQILP

[«
N

o
o

[\
~r

ol
v

ol
o

(&
~




Structure Factor Check
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Local estimation (26)

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
6 =0.1167A
H<038

Backbone
2. Density correlation

Side chain or base

W>30 E>15

Backbone
3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect
KEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK| [GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLR
residue number [ I\ 81 — — — —
oo [=)} = — o o
chain identifier S T
VNA. (GLY) 3-8’ r
P 0] e rauTrw
1. Shift
Side e or base é _8 :MW LU—LU_U_H_&—U{H_LH—D_M_LD—H—U—‘M:
G =0.1167A 3.0- L
W<o038 r

Backbone
2. Density correlation

Side chain or base

"l ae nhesilinl 5 balkila il
it i Bl i 1

W>30 W>15
Backbone

3. Density index

Side chain or base

sl I ol sernend R e
oo R T T St T

<Dens> = 0.3777, o = 0.1475 1.5-
m> 60. an 1W e B T
e I I T
4. B-factor E=
Side chain or base  3(). | mu_uu_l M l L
60. - =
1.00 r
5. Connect 0.50 T W ( W W_W_F

residue number = — — — 28] e ) 3]

chain identifier T U

SFCHECK 6.0.5
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Local estimation (27)

VNA. (GLY) 3.0
puttone o eesali=nnzaanns=nsunusniin=lusninsiasins=nn)

1. Shift
- 1o T P [ I o LMUW,
Side chain or base 204 L

G =0.1167A 3.0~ L

o ngilmrhmflh mﬂmm
Backbone 0.90 F
2. Density correlation = M =
Side chain or base (.90 I D D] I D [I I I D—WD I I I _:]:[
0.80-

m>30 m>15 127 B

3. Density index =
g == SEFre ==
Side chain or base (1)(5]: u‘UJ—u_HJ—LU_LU U u_‘ u_H_H w u_u u F Lu :
<Dens> = 03777, o = 0.1475 1.5 C

Backbone 30.

4. B-factor

v DO O
60. - = i

1.00 =

QTEEDCTEELLDFLHARDHCVAHKLFENSLK] AAVPATSESPVSVLCRESLRGQAAGRPLVASVSLNVPASVRY

[3a) [3e) [ o [N o~ [ ~

residue number @ 2 © Q Q = 5 =
chain identifier U \Y4

V N.A. (GLY) r
Backbone L
1. Shift BE 0 L
Side chain or base L
6 =0.1167A L
W<08 r
Backbone -
2. Density correlation = o =k
Side chain or base L

W>30 W>15
Backbone

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

61§j_‘
T

VAPTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADAIYEHINEGKLWKHIKHKYE I ' I I
residue number f— = ] = o I s a s =
chain identifier 4 g E E E

SFCHECK 6.0.5
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Local estimation (28)

2. Density correlation

Side chain or base  ().90] |

VNA. (GLY) 3.07 L
Backbone %8 i [

1. Shift ool c
: . 1.0 L

Side chain or base 204 L

6 =0.1167A 3.0- =
m<o0s 0.807 i
Backbone 0.90- L

0.80- L
W>30 W>15 %8
) ) Backbone O: 5 D
3. Density index E L
Side chain or base (1)(5) i L
<Dens>=0.3777, & = 0.1475 1.5 -
Backbone 30. |
4. B-factor :] D D D r
Side chain or base  3(). | L
60. - =
1.00 —
5. Connect 0.50 r

residue number

WHWWWWWWWWWWWVWVWV WV WWWWWVVVVVVVRRWWWVVVVWVVAVRTRTVVVVWWWWVVWWWWWWW W

- — — — — — (\l

— (] o < vy o

[T 5021
[F 5011

chain identifier P
VNA. (GLY) 3.0 r
: ptione 0 :MWWMWWMW:
1. Shift = L
o 1.0 L
a Side chain or base 204 L
G =0.1167A 3.0- —
m<08 0.80 r
Backbone 0.90- =

2. Density correlation

Side chain or base ().90 - L

H>30 WE>15 L5
Backbone 1.0

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475 1.5-

B> 0. 60.
Backbone 30.

4. B-factor
Side chain or base  30.

1.00 =
5. Connect 0.50 =

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (29)

2. Density correlation

Side chain or base  ().90] |

VNA. (GLY) 3.07 L
Backbone %8 i [

1. Shift E L
: . 1.0+ L

Side chain or base 204 L

6 =0.1167A 3.0- =
m<o0s 0.807 i
Backbone 0.90- L

0.80- L
E>30 H>15 i-g’
| Buckbone 0551 Tﬂ_ﬂﬁ

3. Density index = =
Side chain or base (1)(5] i [
<Dens> = 0.3777, 6 = 0.1475 15 ~
B> 0. 60. i
Backbone 30. |
4. B-factor 5 r
Side chain or base  3(). | L
60. - =
1.00+ =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWVWRWWWWVWVWWVEVEVWVRVRVRVEVEVRVRVRVRVEVEVRVVEVVVVVRPVRVRVRVEVVVVVEVEVEVVEVWVWVWVWWWW
residue number 3 & 3 = 3 X =) =
hu ha = - = = Q IS
chain identifier

VNA. (GLY) 38 ] L
) Backbone 1:0: [
1. Shift 5 r
Side chain or base ég i [
6 =0.1167A 3.0- —
E<o08 0.807 i
Backbone 0.90+ L

2. Density correlation

Side chain or base ().90 - L

H>30 WE>15 L5
Backbone 1.0

3. Density index

Side chain or base

<Dens>=0.3777, ¢ = 0.1475 1.5-

B> 0. 60.
Backbone 30.

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

1.00 =
5. Connect 0.50 =

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (30)

¥ N.A. (GLY) 3.0 r
Backbone 2.0 B
I e Wy WSS WO ) s s ] W i = e B S, B W0 WRs S I S
1. Shift 3 =
Side chain or base 58 i B
G =0.1167A 3.0~ L
m<o3 0.807 r
Backbone 0.90- =
2. Density correlation = =
Side chain or base ().90- =
0.80- -
H>30 W>15 i-g’ r
Back ol [
3. Density index = =
Side chain or base (1)(5] i B
<Dens> = 0.3777, 6 = 0.1475 15 ~
B> 60. 60. 7 r
Backbone 30. 1 -
4. B-factor = =
Side chain or base  3(). | =
60. - -
1.00 =
5. Connect 0.50 5
WWWWWWWWWWWWWWWWWWWWWWWWWVWRWWWWVWVWWVEVEVWVRVRVRVEVEVRVRVRVRVEVEVRVVEVVVVVRPVRVRVRVEVVVVVEVEVEVVEVWVWVWVWWWW
residue number g s S 3 3 8 5 N
o o o o o o0 o o
chain identifier
VNA. (GLY) 38 7 r
) Backbone 1:0: L
1. Shift 3 L
Side chain or base ég i B
6 =0.1167A 3.0- -
H<o0s 0.807 r
Backbone 0.90- =
2. Density correlation - =
Side chain or base ().90 - =
0.80- -
H>30 WE>15 }(5): r
. ) Backbone 0.5
3. Density index E =
Side chain or base (1)(5) B L
<Dens>=0.3777, o = 0.1475 1.5~ L
B> 0. 60. 7
Backbone 30.
4. B-factor = =
Side chain or base  3(), - =
60. - =
1.00 r
5. Connect 0.50 3
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W W
residue number 3 EA 2 a a g 7
15} @ ¥ < < < <~
chain identifier

SFCHECK 6.0.5
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Local estimation (31)

¥ N.A. (GLY) 3.0 r
Backbone 2.0 B
1.0 -
1. Shift 3 =
Side chain or base 58 i B
G =0.1167A 3.0- =
m<o3 0.807 r
Backbone 0.90- -
2. Density correlation = =
Side chain or base ().90- =
0.80- -
H>30 W>15 i-g’ r
oo oS3 il ol (et Ml M oolln ] :
3. Density index = =
Side chain or base (1)(5] i B
<Dens> = 0.3777, 6 = 0.1475 15 =
B> 60. 60. 7
Backbone 30.
4. B-factor & =
Side chain or base  3(). | =
60. - -
1.00 r
5. Connect 0.50 5
WWWWWWWWWWWWWWWWWWWWWWWWWVWRWWWWVWVWWVEVEVWVRVRVRVEVEVRVRVRVRVEVEVRVVEVVVVVRPVRVRVRVEVVVVVEVEVEVVEVWVWVWVWWWW
residue number IS4 2 R a = S ] 2
< <+ <+ ) " " n )
chain identifier
VNA. (GLY) 38 7 r
: ptione 10 :ﬁﬂﬂwmﬁﬁﬂﬁwmwwwﬂmi
1. Shift 3 L
; ai « 1.0 =
Side chain or base 204 L
6 =0.1167A 3.0 —
H<o0s 0.807 r
Backbone 0.90- =
2. Density correlation = =
Side chain or base ().90 - =
0.80- -
H>30 WE>15 1.5 [
Backbone 1.0 B
. 0.5 I =
3. Density index E =
Side chain or base (1)(5) B L
<Dens>=0.3777, o = 0.1475 15 L
B> 0. 60. 7 r
Backbone 30. =
4. B-factor = =
Side chain or base  3(). -
60. - L
1.00 r
5. Connect 0.50 5
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W W
residue number b 3 <y = 8 5 @
" Y} o) ) B © ©
chain identifier

SFCHECK 6.0.5
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Local estimation (32)

VNA. (GLY) 3.07 L
Backbone %8 i [

1. Shift = L
; . 1.0 L

) Side chain or base 204 L

6 =0.1167A 3.0- =
m<o0s 0.807 i
Backbone 0.90- L

2. Density correlation = L
Side chain or base (.90 r

0.80- L

W>30 E>15

Backbone

3. Density index

gEe T AT Sohin PTot Teiaet | L EEHES 10H 107 00 i

Side chain or base (1)(5] i B
<Dens> = 0.3777, 6 = 0.1475 15 =
B> 60. 60.

Backbone 30.

4. B-factor = =

Side chain or base  3(). | =

60. - -
1.00 r
5. Connect 0.50 5
WWWWWWWWWWWWWWWWWWWWWWWWWVWRWWWWVWVWWVEVEVWVRVRVRVEVEVRVRVRVRVEVEVRVVEVVVVVRPVRVRVRVEVVVVVEVEVEVVEVWVWVWVWWWW
residue number g 3 Q 4] N N S A
) ° © o o =~ ~ ~
chain identifier

VNA. (GLY) 38 7 r
w0 e T e e e el e e T o] e S
1. Shift = L

Side chain or base ég i B
6 =0.1167A 3.0- —
H<o0s 0.807 r

Backbone 0.90- =
2. Density correlation - =

Side chain or base ().90+ -

0.80- -

W>30 W>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

1.00 r
0.50 r

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (33)

VNA. (GLY) 3.07 L
Backbone %8 i [
1. Shift = L
; . 1.0 L
) Side chain or base 204 L
6 =0.1167A 3.0- =
m<o0s 0.807 i
Backbone 0.90- L
2. Density correlation = L
Side chain or base (.90 r

0.80-

W>30 E>15

Backbone

3. Density index

Side chain or base (1)(5] i B
<Dens> = 03777, © = 0.1475 15 L
B> 60. 60. r
Backbone 30. =
4. B-factor = =
Side chain or base  3(). | =
60. - -
1.00 =
5. Connect 0.50 5
WWWWWWWWWWWWWWWWWWWWWWWWWVWRWWWWVWVWWVEVEVWVRVRVRVEVEVRVRVRVRVEVEVRVVEVVVVVRPVRVRVRVEVVVVVEVEVEVVEVWVWVWVWWWW
residue number g A 8 I { 8 g @
o0 oo o0 0 (] [=} [=)} (=)}
chain identifier
VNA. (GLY) %8 7 r
) Backbone 1:0: N
1. Shift = L
Side chain or base ég i B
G =0.1167A 3.0- L
H<o0s 0.807 r
Backbone 0.90- =
2. Density correlation = =
Side chain or base ().90 - =
0.80- -

W>30 W>15
Backbone

3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

Sulm 0 s o ool B Bl o AR

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

1.00 r
0.50 r

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (34)

2. Density correlation

Side chain or base (),

VNA. (GLY) 3.07 L
Backbone %8 i [

1. Shift E L
: . 1.0+ L

Side chain or base 204 L

6 =0.1167A 3.0- =
m<o0s 0.807 i
Backbone 0.90- L

W>30 E>15

Backbone

3. Density index

Sl L HEm o ] blamd o !

Side chain or base (1)(5] i L
<Dens> = 0.3777, 6 = 0.1475 15 -
B> 0. 60.7 i

Backbone 30. 1 |
4. B-factor 2 r

Side chain or base  3(). | L

60. - -
1.00+ =
5. Connect 0.50 r
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWVEVWVWVWVRVRVEVEVVRWRVVEVEVRVEVEVEVVVVPVRVRVRVEVEVVVVEVEVVWVEWVEVWVWVWWWW
residue number 3 R ] 3 = 2 A g
S =) S S = — — =
= = = 1 — — — —
chain identifier
VNA. (GLY) 3.07 r

Backbone

i O e I I e i [ Iy S
1. Shift

2. Density correlation

; ai w 1.0 B

u Side chain or base 204 L

6 =0.1167A 3.0- —
E<o08 0.807 i
Backbone 0.90+ L

Side chain or base ().90 - L

0.80- L

H>30 WE>15 }(5]: r

ST PN ™ FPTTI (N [N B (TN |

3. Density index E L

Side chain or base (1)(5) B C

<Dens>=03777, o = 0.1475 1.5 =
Backbone 30.

4. B-factor e L

Side chain or base  3(). | L

60. - L

1.00 =

5. Connect 0.50 B

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (35)

VN.A. (GLY) 3.0 r
puetone 0 :ﬂMWWWMW:
1. Shift E L
: . 1.0 L
Side chain or base 204 B
6 =0.1167A 3.0 L
m<o038 0.80 r
Backbone 0.90- L
2. Density correlation = L
Side chain or base ().90- L
0.80- L
W>30 W>15 1.5 r
Backbone 1.0 r
. 05 m L
3. Density index E = L
Side chain or base (1)(5] i B
<Dens>= 03777, & = 0.1475 15 L
> 60. 60. 7 r
Backbone 30. L
4. B-factor = =
Side chain or base  3(). | L
60. - L
1.00 =
5. Connect 0.50 r
WWWWWWWWWWWWWWWWWWWWWWWWWWRVWWWVWVWWVEVEVWVRVRVRVEVEVRVRVRVRVEVEVRVRVEVVVVVRPVRVRVRVEVVVVVEVVVVEVWVWVWVWWWW
residue number > S A 2 po = = =
= g & S & & 2 g
chain identifier
VN.A. (GLY) 3.0 r
. prethone 0 :Wﬂwmm:
1. Shift = L
i . w 1.0 -
) Side chain or base 204 B
G =0.1167A 3.0 L
m<o038 0.807 r
Backbone 0.90- L
2. Density correlation = L
Side chain or base ().90 - L
0.80- L
H>30 H>15 }8: I i
Backbone y
Sl D0 ndlel il L ;
3. Density index 3 il 0= Mo B o = L
Side chain or base (1)(5) B r
<Dens> = 03777, o = 0.1475 1.5- -
> 60. 60.
Backbone 30.
4. B-factor E L
Side chain or base  3(), - L
60. - L
1.00+ -
5. Connect 0.50 r

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (36)

¥ N.A. (GLY) 3.0 r
Backbone %8 i B
1. Shift 3 =
; . 1.0 L
) Side chain or base 204 L
6 =0.1167A 3.0- =
m<o3 0.807 r
Backbone 0.90- =
2. Density correlation = =
Side chain or base ().90- =
0.80- -
H>30 W>15 1.57 r
Backbone 1.0 B
o 057 m [ H = [
3. Density index E L
Side chain or base (1)(5] i B
<Dens> = 0.3777, 6 = 0.1475 15 ~
B> 60. 60. 7 "
Backbone 30. =
4. B-factor E L
Side chain or base  3(). | =
60. - -
1.00 =
5. Connect 0.50 5
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWEVWVWVWVRVRVWVEVEVRWRVVEVEVRVVEVEVVVVRVRVRVRVEVEVVVWVEVEVWVEVWVEVWVWVWWWW
residue number 8 = 5 2 b i 3 f\r
X X X X = X X X
chain identifier
VNA. (GLY) 3.0 r
) Backbone %8 B L
1. Shift 3 L
; ai « 1.0 =
u Side chain or base 204 L
6 =0.1167A 3.0- —
H<o0s 0.807 r
Backbone 0.90- =
2. Density correlation = =
Side chain or base ().90 - =
0.80- -
H>30 WE>15 1.5 [
Backbone 1.0 B
ity i 1 nllily
3. Density index E =
Side chain or base (1)(5) B L
<Dens>=03777, o = 0.1475 1.5- =
B> 0. 60.
Backbone 30.
4. B-factor e L
Side chain or base  3(), - =
60. - L
1.00 r
5. Connect 0.50 3

residue number

chain identifier

SFCHECK 6.0.5

WWWWWWWWWWWWWWWWWWWWWWWWWRWWWWWWWWWWW VRV WWWWWWWWWVWVWVWVVRVRWWWWWWVVWVWWWWVWWWWWWWW
— 0

hal
v
—_

1546

)
s}

1488
1501
1524

—
s}
—_




Structure Factor Check
XXXX

Local estimation (37)

2. Density correlation

Side chain or base  ().90]
0.80-

VN.A. (GLY) 3.07 L
prekbone %8 :Wﬂwﬂﬂﬂwwmi

1. Shift B L
: . 1.0 L

Side chain or base 204 L

6 =0.1167A 3.0- —
m<08 0.807 i
Backbone 0.90+ L

Backbone
3. Density index
Side chain or base

<Dens>=0.3777, ¢ = 0.1475

A1 0 Ml N ol st ol D5 s el B L

B> 60. 60.
Backbone 30.

4. B-factor

Side chain or base  3(). 4

.00
5. Connect 0.50

residue number

chain identifier

WWWWWWWWWWWWWWWWVWWWWAWWWWWWVWWWVWWVWVRWVWVWVRVWVWVVVIVRVWVVRVVWVVVVWWVWVEWVWWWWWW W
[N} < O D =} [\ o (=3
o 0 (=N (= N [sa) < N}
vy vy s} O Nel Nl O O
— — — — — — — —

Backbone

VNA. (GLY) 3.0

R I e P S L R W Sl ot et s NP SO, LS e
1. Shift

2. Density correlation

Side chain or base ().90+

; ai w 1.0 B

u Side chain or base 204 L

6 =0.1167A 3.0- —
E<o08 0.807 i
Backbone 0.90+ L

<Dens>=0.3777, ¢ = 0.1475

0.80- L

H>30 H>15 }(5): L
3. Density index = =
Side chain or base 9+ | L

> 60.
Backbone L
4. B-factor L
Side chain or base  3(). | L
60. - L
1.00+ -
5. Connect 0.50 B

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (38)

VN.A. (GLY) 3.0 r
Backbone %8 l B
1. Shift = L
; . 1.0 L
) Side chain or base 204 B
G =0.1167A 3.0- L
m<08 0.80 r
Backbone 0.90- L
2. Density correlation = L
Side chain or base ().90- L
0.80- L
H>30 W>15 i-g: r
e Ol Il hakll i
3. Density index E L
Side chain or base (1)(5] i B
<Dens>= 03777, & = 0.1475 15 L
> 60. 60.7 r
Backbone 30. L
4. B-factor = =
Side chain or base  3(). | L
60. - L
1.00 =
5. Connect 0.50 r
WWWWWWWWWWWWWWWWWWWWWWIWWWWWWWWWEVWVWVWVRVRVWVEVVRWRVRVEVEVRVEVEVEVVVVVRVRVRVEVEVVVVVEVVEVWVEVWVWVWWWW
residue number 3 A 8 = % I Q I
= = = = = = 2 =
chain identifier
VN.A. (GLY) 3.0 r
Backbone %8 B r
1. Shift - D0eslesBdel
i ai « 1.0
) Side chain or base 204 B
G =0.1167A 3.0- L
m<o038 0.80 r
Backbone 0.90- D L
2. Density correlation = - B == - = = L
Side chain or base ().90 - L
0.80- L
H>30 WE>15 1.5 r
s 43 TR Ml ot [ | os!
3. Density index E L @ o_ = (S
Side chain or base (1)(5) B r
<Dens>=03777, o = 0.1475 1.5- =
> 60. 60. r
Backbone 30. D D D L
4. B-factor = L
Side chain or base  3(), - L
60. - L
1.00 =
5. Connect 0.50 B

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (39)

VNA. (GLY) 3.07 L
Backbone %8 i [
; ; 1.0 L
Side chain or base 204 L
6 =0.1167A 3.0- -
m<o0s 0.807 i
Backbone 0.90- L
2. Density correlation 5= ~-fles---08 r
Side chain or base (.90 [
0.80- L
E>30 H>15 ig’
Backbone ]
05 ] D ﬂrm
ATy . 1o o Beo_ [Mm [ H] [
Side chain or base (1)(5) i [
<Dens> = 0.3777, 6 = 0.1475 15 =
B> 0. 60.
Backbone 30. D D D
4. B-factor = =
Side chain or base  3(). | L
60. - =
1.00 =
5. Connect 0.50 r
— 5 g ! ! g g g g g ! g g ......... g ......... : ......... R ........
S EEEHsEEEEE (¢ g g g
chain identifier . . . . . . . . . . .
VNA. (GLY) %-8: r
. puekbone 10 e e T S o S s P ) N g O T SR
1. Shift 3 L
g - 1.0 r
Side chain or base 204 L
5 =0.1167A 3.0 —~
E<o08 0.807 [
Backbone 0.90+ i
2. Density correlation = L
Side chain or base (.90 L
0.80- -
H>30 E>15 }(5):
. ) Backbone O: 5
3. Density index E
Side chain or base (5) i E
1.5

<Dens>=0.3777, ¢ = 0.1475

> 60.
Backbone
4. B-factor e L
Side chain or base  3(). | L
60. - L
1.00+ -
5. Connect 0.50 -

residue number

chain identifier

SFCHECK 6.0.5




