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

Structure Factor Check
1PP9

Date: 16-JUN-03

PDB code: 1PP9

Title: BOVINE CYTOCHROME BC1 COMPLEX WITH STIGMATELLIN BOUND

Crystal

Cell parameters:

a: 139.12A b: 171.05A «c: 227.20A

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

Number of NCS—-operators:
NC-symmetry only for information

y: 90.00

1

M odel

33959 atoms (1437 water molecules)

Number of chains:

51

Volume not occupied by model: 46.2 %

Structure Factors
I nput
Nominal resolution range: 40.0 - 2.08 A
Reflections in file: 308206
Unique reflections above 0: 308206
above b: 294636
above 3: 173856
SFCHECK
Nominal resolution range: 40.0- 2.10A
\O5max. from input data, min. from author\05
Used reflections: 305656
Reflections out of resolution: 2550
Completeness: 97.4 %
R_stand(F) = g(F)>/<F>: 0.063

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.7621 0.547

B_overall (by Patterson): 36.A"2
Optical resolution: 1.72 A

Expected opt. resol. for complete data set: 1.72
Estimated minimal error: 0.036 A

[To)

<B> (for atomic model): 46.6 A2
o(B): 15.40 A2
Matthews coefficient: 2.84
Corresponding solvent % : 56.40
Refinement
Program: CNS 1.1
Nominal resolution range: 25.0- 2.10 A
Reported R—factor: 0.250
Number of reflections used: 305496
Reported Rfree: 0.29
Sigma cut-off: N.A.

Model vs. Structure Factors

R-factor for all reflections: 0.273
Correlation factor: 0.923
R-factor: 0.271
for F>2.00
nom. resolution range: 24.98 — 2.10A
reflections used: 292442
Rfree: 0.290
Nfree: 14590
R-factor without free—refl.: 0.270
Non free-reflections: 277852
<u> (error in coords by Luzzati plot): 0.355
Estimated maximal error: 0.131 A
DPI: 0.200 A
Scaling
Scale: 1.092
Bdiff: -5.07

Anisothermal Scaling (Beta):
5.0663 1.0855 -2.4833 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.778 317.459
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1PP9

Local estimation

2. Density correlation

Side chain or base0.9

V N.A. (GLY) 2'8: I
- Backbone 1:07
1. Shift
1.0
Side chain or base 204
0 =0.1243A 3.0-
m<0s8 0.80+
Backbone 0.90+

4. B-factor

0.8
H>30 @>15 %(5)7
o Backbone 054

3. Density index

Side chain or base 8 8
<Dens> = 0.2432,0 = 0.0649 1.5-
> 60. 60.

Backbone 30. ]

Side chain or base 30.
60.

L

1.00-
5. Connect 0.50

.

residue number

chain identifier

~

A

TATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNAL
— — I — — — —

N

™ < e} © N~

2. Density correlation

Backbone 0.904

Side chain or base).90
0.80-

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<038 0.80- i

Backbone

3. Density index

1.5
m>30 W>15 Tod

0.5+

Side chain or base g_)g:
<Dens> = 0.2432,0 = 0.0649 1.5
B> 60. 60.
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-
1.00 L
5. Connect 0.50- T i

residue number

chain identifier
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Local estimation (2)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.1243A 3.0~
m<o0s8 0.804

0.904

Side chain or baseQ.90+

0.80-
W>30 @>15 15 B
Backbone 1.0 B
3. Density ind oo St
. Density index = L
V] N H = -- V] O [V TNV
Side chain or base 28: II II II II III ll II I II I IIII Ill II Il B L
<Dens> = 0.2432,0 = 0.0649 15 =
B> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
NYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDE
residue number S S ,F\' o‘_o' 5' S : g
~ - - — - N [aV) N
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<o08 0.801

Backbone
2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

1.59
1.0+
0.5+

0.5+
1.0+
1.5-

W > 60. 60. r
4, B-factor L
Side chain or base 30,.WMMMW,
60. L

1.00,
5. Connect 0.5&m |

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (3)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
: ; 1.0+
Side chain or base 20
0 =0.1243A 3.0-
m<o08 0.807

Backbone 0.90+

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

0.80-
W>30 @>15 1-3’
o Backbone (355:
3. Density index &
Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 1.5
H> 60. 60.7
Backbone 30.4
4. B-factor
Side chain or base 30.
60.—— - — — =
1.00
5. Connect 0.50- -
NKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPV
residue number 5' : &' S :r' S 5‘ l:'
) ™ ™ ™ %] 3] ™ ™
chain identifier ~ |A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<o08 0.801

pachone Olg&ﬂﬁﬂm—ﬁ—m—mmw
2. Density correlation = =

— [l 7 -
e Dz[pj::’_‘:::mj:_ AV Y e o V=
Side chain or base).90
0.80-
H>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.2432,0 = 0.0649

W > 60.
Backbone
4. B-factor
Side chain or base 30. wmm :II W
60.- — — —
1.00
5. Connect 0.50
CEDIGRSLLTYGRRIPLAEWESRIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMF EVPPH
residue number 2 by a bt b b= 3 X
™ 13} < < < < <
chain identifier ~ |A B
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Local estimation (4)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
. : 1.0+
Side chain or base 20
0 =0.1243A 3.0-
m<o08 0.80

Backbone 0.90+

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

0.80-

H>30 @>15 %'g:

Backbone 0257

3. Density index E

Side chain or base 28:

<Dens> = 0.2432,0 = 0.0649 1.5-
> 60. 60

Backbone BO.E._WW
4. B-factor
Side chain or base 30_]I
60.

1.005
5. Connect 0.50- -
PQDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGK
i © © © © © © ©
residue number 8 8 g 8 S ° 8
chain identifier B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<os 0.80
Backbone 0.90+1
2. Density correlation E T W R il —= a5
Side chain or base).90 I D:I:D -

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2432,0 = 0.0649

W > 60.
Backbone
4. B-factor e T [
Side chain or base 30_—:I:D:I]:D:D:D:IIII I J» WM [
60.- - = = — =
1.00
5. Connect 0.50 -

SVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRN
[(=] © © [(=] © © (=]

L
residue number [ S - ~ ™ < 0 ©
— - — — - — —

B

chain identifier
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Local estimation (5)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
Lo N b e e T P T e T T H e T H T T T e e e et

1. Shift
, . 1_07E%MMLMMWM,
Side chain or base 20 L
0 =0.1243A 3.0- .
m<os 0.80 r
Backbone 0.90+ "'_’_ﬁ_lﬁ r

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.2432,0 = 0.0649
Il > 60.
Backbone
4. B-factor
Side chain or base 30. J_U_U_UJ—L M/H/L MI[ L r
60.- — - _ _ = -
1.00 ]
5. Connect 0.501 T H -
) ALANSQL)YCPDYR 1 GKQ\(IDT PVELHDYVgNHFTSARMAQL)I GLGVSH PVQI(_)KQVAEQFLN(LRGGLGLSGAéAKYHGGEI R]
residue number ~ 0 by o — N ™
- - — N N N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<o038 0.80q
Backbone 0.90q
2. Density correlation E
Side chain or base).90

0.80-

H>30 @>15 1

Backbone éL)
3. Density index

Side chain or base g_)
<Dens> = 0.2432,0 = 0.0649 1.5-
W > 60. 60

Backbone 30.1
4. B-factor

Side chain or base 30.4

60.-
1.00

5. Connect 0.50-

residue number

chain identifier
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Local estimation (6)

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

e chai o base 1:0-1 PP e = B =R,
Side chain or base 204 L
0 =0.1243A 3.0- .
m<os 0.80 r

Backbone 0.904

2. Density correlation

F\/ = =
Side chain or baseQ.90+ I W—’—L
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

il
il
0.
0.
1.

5-
0

<Dens> = 0.2432,0 = 0.0649

5 =
0
5)

Il > 60. T
Backbone -
4. B-factor
Side chainorbase 30.,M I w Mmm [
60.- - - = — — —
1.00
5. Connect 0.50- -
LFGFYT I SQAASAGDV IKAAYNQVKT IAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPP]
residue number S S ‘3,. et 3 © S
™ ™ %) ™ 3] ™ 1%}
chain identifier B
V N.A. (GLY) 3-8* r
- Backbone 1:0: N
1. Shift e
. . 1.0
Side chain or base 204
0 =0.1243A 3.0-
m<o038 0.80q

Backbone 0.90q

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 g_)g:
<Dens> = 0.2432,0 = 0.0649 1.5-
M > 60. 60
Backbone 30.1
4. B-factor e
Side chain or base 30.4
60.-

1.00
5. Connect 0.50-

S
residue number S
)
B

chain identifier

TVLQQIDAVADADVINAAKKFVSGRKSMAASGNLGHTPFIDEL
[(=] © © [(=]

o - N ()
< < < <

NAFIDLPAPSNI SSWWNFGSLLGICLIL
Lo Yo}

N
o
= 3% ™
Cc
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Local estimation (7)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
B Lo VI A PO A Ve VeSO O OV [FVE O M
Side chain or base 204 L
0 =0.1243A 3.0~ -
m<o038 0.801 i
Backbone 0.90+ r
3 q P T o S ey o I S, = S ey I T =
2. Density correlation e ———g = =7 Y/ ——— vlj‘v = v
Side chain or base0.90+

0.80- =

H>30 E>15
Backbone

3. Density index

.5
.0
45

S chamorbase 1 m
<Dens> = 0.2432,0 = 0.0649

W> 60. 60.7 r
Beeme I A A O A A T
4. B-factor
Side chain or base 30.*MMMM_LMMMMMWWW—
60.- L
1.00
5. Connect 0.50 -
) QILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI TRYMHANGASMFFTCLYMHVGRGLYYGSYTFLETWN GV
residue number Q tg 3 ﬁ g g 91 =
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<os 0.80
Backbone 0.90+1
2. Density correlation e e ===
Side chain or base).90+ D L

W>30 @>15
Backbone

3. Density index

<Dens> = 0.2432,0 = 0.0649

Side chain or base

W > 60.
Backbone
4. B-factor 5 = r
side chain o base 30_,W W
60.- — — =
1.00
5. Connect 0.50 B
LLLTVMATAFMGYVL PWGQMSFWGATV I TNLLSAIPY I GTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMATA
residue number ﬁ % ”q-’ uma £ ul\’ g
— — - — — - —

chain identifier C
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Local estimation (8)

VNA. (GLY) 2-8: L
o O T I e e T O e T e A T b e e
1. Shift
o 1 o A Y= S P O Y = S S O Ve O o,
Side chain or base 20 L
0 =0.1243A 3.0- -
m<038 0.80 i
Backbone 0.90+ r
2. Density correlation T 01 e e E Y [ o= e ===
Side chain or base0.90+ L
0.80- =
E>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

> 60.
Backbone
4. B-factor
Side chain or base 30.+ MWMMM/MM*
60./— -
1.00
5. Connect 0.50- -
MVHLLFLHETGSNNPTG| SSDVDKI PFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHI
residue number 9 8 v Q 9 Q i 3
— N N N N N N N
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<os 0.807
Backbone 0.90+1
2. Density correlation e = e = ==
Side chain or base).90+ T\—u—" -

0.80-

H>30 H>15 L
Backbone é
3. Density index -
Side chain or base gg:
<Dens> = 0.2432,0 = 0.0649 1.5-
. > 60 607 —
4. B-factor e L
Side chain or base 30_—mm_wwmmw,
60.- L
1.00
5. Connect 0.50 -

residue number

chain identifier
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Local estimation (9)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
; i 1.0+
Side chain or base 204
0 =0.1243A 3.0
m<o0s8 0.80
Backbone 0.90+
2. Density correlation -
Side chain or base0.90+

0.80-

Hl>30 @>15
Backbone

3. Density index

L5
1.0
0.5+

Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 15
m> 60. 60.7
Backbone 30.4
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50-
ERPYITIGQLASVLYFLLILVEMPTAGT IENKLLK SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVC
residue number ] i) I bl
3 & 3 & = N ©
chain identifier  |C D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation E
Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 i
5. Connect 0.50- 3
SSCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGAL P PD
residue number g by 2 = = b § 5
chain identifier D
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Local estimation (10)

Backbone
2. Density correlation

0.904

Side chain or baseQ.90+
0.80-

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base
0 =0.1243A
m<o08 0.80

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
LSY I VRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVC
residue number b o ;' b bl N b=
— - - — - - -~
chain identifier D
V N.A. (GLY) 2-8* r
- Backbone 1:0:
1. Shift E
’ ) 1.04
Side chain or base 204
0 =0.1243A 3.0-
m<os 0.807
Backbone 0.90+1
2. Density correlation E
Side chain or base).90
0.80-
H>30 E>15 %
Backbone O.
3. Density index -
Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 151
B> 60. 60.+
Backbone 30.
4. B-factor &
Side chain or base 30.-
60.-
1.00
5. Connect 0.50 ﬂ -
TFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK] [SHTDIKVPDFSDYRRPEVL
residue number by 3 4 N bt s b
- « N ~ « I3l
chain identifier D E
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Local estimation (11)

<Dens> = 0.2432,0 = 0.0649

V N.A. (GLY) 2-8: r
) Backbone 1:07 B
1. Shift
N o AT A AV A T A Ve eve,
Side chain or base 204 B
0 =0.1243A 3.0- L
W<038 0.80 r
e 091 M M—v—ﬁ—ﬂ_ﬂ%ﬂ—wi
2. Density correlation _I_l__l—ﬂ__ﬂ—«—h ﬂw
ST va O DTD—‘:‘:‘:'_D:'
Side chain or base).90 w \_u—]_|\/L7
0.80- L
H>30 W>15 %g
3. Density index E
. . 0.5-
Side chain or base l.Of]jq:D—:I]]:U_FL
1.5~

W> 60. 60.7
Backbone 30.
4. B-factor
T 30_7MJIIMIMM
60.-
1.00
5. Connect 0.50
DSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDI PEGKNMAFKWRGK
residue number (F\“ g ;‘ S 5' ;‘ oFo‘ a‘
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
W<08 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90

0.80-
H>30 E>15 %'8:
Backbone 0:57
3. Density index

Side chain or base g_)g:
<Dens> = 0.2432,0 = 0.0649 1.5-
M > 60. 60
Backbone 30.1
4. B-factor e
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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Local estimation (12)

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
i i 1.0
Side chain or base 204
0 =0.1243A 3.0-
m<o08 0.804

Backbone 0.90+

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

0.80-
H>30 W>15 1-8’
o Backbone 35:
3. Density index E
Side chain or base 88:
<Dens> = 0.2432,0 = 0.0649 1.5
W> 60. 60.7
Backbone 30.1
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
RIRKGPAPLNLEVPSYEFTSDDMVIVG WLEGIRKWYYNAAGFNKLGLMRDDT IHENDDVKEATRRLPENLYDD
residue number o IN] o o N
S b 2 F' N s} < o
chain identifier ~ |E F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<os 0.807 r

Backbone 0.904

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

0.80

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2432,0 = 0.0649

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00 L
5. Connect 0.50- -

RVFRIKRALDLSMRQQILPKEQWTKYEEDKSYLEPYLKEVIRERKEREEWAKK GRQFGHLTRVRHVITYSLSP
o~ N

o o N -
© ~ ® =) = ~ pi

residue number

chain identifier ~ |F G

SFCHECK 7.03.16
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Local estimation (13)

2. Density correlation

Side chain or base).90 I W D W

0.80-

VNA. (GLY) 2-8: L
L P Lo e e e e e e . e e
1. Shift

o o PR O L I P [ OO O A SO O L,
Side chain or base 204 L
0 =0.1243A 3.0- .
m<os 0.80 r

Backbone 0.904

H>30 @>15
Backbone

1.
1.
. . O‘
3. Density index
Side chain or base 8
<Dens> = 0.2432,0 = 0.0649 1.

el i o L0t il

5-
0
5

B> 60. 60.7
Backbone 30.
4. B-factor 1
Side chain orbase 30.7:1:]:l]:-vl> m J_U—M M/I—I:I:-
60.-
1.00 =
scones— sco NI ) (T
) FEQRAFPHYFSKGI PNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPA] [LVDPLTTVREQCEQLEKC
residue number |} - g b b 2 8 Q
chain identifier |G H
V N.A. (GLY) [
Backbone [
1. Shift D:D:Djﬂjm:mmf
Side chain or base [
0 =0.1243A =
m<o038 0.80q r
Backbone 0.90+1 N

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

Mﬂmﬂrlﬂﬂﬁ
| 1T

W>30 @>15
Backbone

3. Density index

I H] orren

4. B-factor

Side chain or base 30.

O \_t_l—‘_u (R
Side chain or base 8 e L
<Dens> = 0.2432,0 = 0.0649 :5
> 60. 60.
Backbone 30.

5. Connect

1.00-
0.5&—(7

I ettt

residue number

chain identifier

SFCHECK 7.03.16

VKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK
() ™ ™ (9] ™
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Structure Factor Check

1PP9

Local estimation (14)

2. Density correlation

Side chain or baseQ.90+

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

1. Shift
- yo ] Po8 P = PP VRO Ve T [
Side chain or base 20 L
0 =0.1243A 3.0- .
m<o0s8 0.80 r
S Ol M HM R S B

TnrtIirrrTy v

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

A e o T o AT LT

i el ekl il

> 60. - =
Backbone 30. =
4. B-factor
60. = - -
1.00,
5. Connect 0.50 ﬂ—l_WT :
RPLVASVSLNVPASVRY] [VAPTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADAIYEHINEGKLWKHIK
residue number '5 ',: ] b S g; ;' uH7
chain identifier |l J
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
W<08 0.80q

Backbone
2. Density correlation

Side chain or base).90

W>30 @>15
Backbone

3. Density index

i, oot Al O O T

residue number

chain identifier

SFCHECK 7.03.16

1

J

p=4

N

-
™ <

VPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGT
- — bl
-

— bl
o ©

Side chain or base g_)gij_u—‘ - WW W U\/Ivl—m_u LU_I\/L:
<Dens> = 0.2432,0 = 0.0649 1.5- —
W > 60. 60.1—_ - o ul

=TI IO M L
4. B-factor =

Side chain or base 30. l I IIIM M/u_[ mm,

60.-— — =

1.00—— — =

5. Connect 0.50- ﬂ_h { T 5
HKYENK| [TATYAQALQS




Structure Factor Check
1PP9

Local estimation (15)

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

1. Shift
. 1_07MWMUJMMMM_LMWM_M_LM}WL
Side chain or base 20 L
0 =0.1243A 3.0- .
m<08 0.80 r

packbone o'go—l—hm Mﬁﬂw S S S
[ | N

2. Density correlation

—_— = = —— = =]

orrelation = ﬂ LWJ Il w .
0.8g]

W>30 @>15

Backbone

3. Density index

Side chain or base 72| D:I p
<Dens> = 0.2432,0 = 0.0649

Il > 60.
Backbone
4. B-factor
Side chain or base 30.1 li i J» M m J—L J‘ J—L7
60. el — - = — B B =
1.00 L]
5. Connect 0.501 H i B
KNRPGNALEKEVESMGAHLNAYSTREHTAYY IKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQEND
residue number 2 2 by a g S > g
- — - - -
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<o038 0.80q
Backbone 0.904
2. Density correlation =
Side chain or base).90

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2432,0 = 0.0649

> 60.
Backbone 30.
4. B-factor &
Side chain or base 30.-
60.-
1.00 T
5. Connect 0.50- 3
TSMRDVVFNYLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFS
residue number o b 2 b= by a p}
— — — - - N N
chain identifier N

SFCHECK 7.03.16




Structure Factor Check
1PP9

Local estimation (16)

2. Density correlation

V NA. (GLY) 3.0 r
Backbone %8: B

1. Shift SR
' - 1.0 -
Side chain or base 5y Mﬁwﬁw,
0 =0.1243A 3.0~ L
m<o0s8 0.80 r
packbone 0991 [I_|_’_‘4v—v—m |

(|

Hl e
Side chain or baseQ.90+ I
0.80-
{10

H>30 W>15 1-3*
Backbone 3'5: ﬂ
3. Density index MV L
<Dens> = 0.2432,0 = 0.0649 1.5
W> 60. 60. r
Backbone 30. =
4. B-factor e
60.- -
1.00,
® Connect [ (LAl [
GLSGTYDEDAVPTLSPCRFTGSQICHREDGLPLAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSS
residue number b b= ;' o b N b= o
N N N N N N N N
chain identifier [N
V N.A. (GLY) 2-8* r
- Backbone 1:0:
1. Shift E
. . 1.0
Side chain or base 204
0 =0.1243A 3.0-
m<o08 0.801

Backbone
2. Density correlation

0.90+

Side chain or base).90

0.80-
H>30 E>15 %
Backbone O.
3. Density index -
Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 151
H> 60. 60.+
Backbone 30.
4. B-factor &
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -
PLASIAATNKLCQSFQTFNICYADTGLLGAHFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALV S
residue number a b b b= 3 o o
13} ™ ™ ™ ™ ™ ™
chain identifier N

SFCHECK 7.03.16




Structure Factor Check

1PP9

Local estimation (17)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1243A 3.0-
m<08 0.80

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+

0.80-
m>30 @>15 i
o Backbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.2432,0 = 0.0649 1.54
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50- B
HLDGTTPVCEDIGRSLLTYGRRIPLAEWESRIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMF
residue number ,t' o‘_o' S S : S 8 g
™ ™ ™ < < < < <
chain identifier [N

VN.A. (GLY) g-g: L
- Backbone 1:07
1. Shift &
. . 1.0
Side chain or base 204
0 =0.1243A 3.0-
m<o0s 0.807

Backbone 0.90q

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

0.80-
m>30 M>15 13
Backbone 0:5
3. Density index -
Side chain or base gg:
<Dens> = 0.2432,0 = 0.0649 1.5-
M > 60. 60
Backbone 30.1
4. B-factor B
Side chain or base 30.4
60.-
1.00+

5. Connect 0.501

residue number

b4

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PP9

Local estimation (18)

2. Density correlation

Side chain or baseQ.90+
0.80-

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

1. Shift

: ; 1.0+

Side chain or base 204 L
0 =0.1243A 3.0- .
m<o0s8 0.80 r
Backbone 0.904 |

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.2432,0 = 0.0649
> 60.
Backbone
4. B-factor
Side chain or base 30. i J» MM—H_UJ* M_LU_U_M J; s
60.- - = — - = -
1.00
5. Connect 0.50- -
) Gl EAVGGKLSVTSTRENM@)YTVECLRDD‘}/)D ILMEFL LN‘\éTTAPEFRRWQE)VAALQPQLR“I)DKAVALQN P%AHV I'EN
residue number S S = S @ S n
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation =
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

> 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

LHAAAYRNALANSLYCPDYRIGKVTPVELHDYVQNHFTSARMALIGLGVSHPVLKQVAEQFLNIRGGLGLSGAKA
[(o] © © © © © © ©
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Structure Factor Check
1PP9

Local estimation (19)

2. Density correlation

VNA. (GLY) 2-8: B

- Backbone 104
1. Shift

: i 1.0
Side chain or base 204
0 =0.1243A 3.0~
m<08 0.804
Backbone 0.90+

Side chain or baseQ.90+

0.80-
m>30 W>15 i
ackbone 0.5
3. Density index &
Side chain or base 88:
<Dens> = 0.2432,0 = 0.0649 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30_1
60.
1.00
5. Connect 0.50-
) KYHGGE | RgQNGDSLVHAéLVAESAA 1 G“S)A EANAFSVL8HVLGAGPHVQK)RGSNATSSL“Y)QAVAKGVHQ(FD’FDV SAF
residue number < s © ~ [os] [} o
N N N N N N (2]
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<o038 0.80q r

2. Density correlation

Backbone 0.90q =

= ERvan =T = = —
Side chain or base).90 L
0.80- L

HW>30 @>15 %
Backbone O.
3. Density index
Side chain or base g_)
<Dens> = 0.2432,0 = 0.0649 1.

i | DU 0 1 irstiettin OreRmanaad 1 1 ians

s ) L e T e T e

B> 60. 60. m
4. B-factor — I
Side chain or base 30.*1 mm:ﬂv 1 M J_mmf
60.2 - il — —

1.00 x
5. Connect 0.501 ﬂ—w =

residue number

chain identifier

SFCHECK 7.03.16

NASYSDSGLFGFYTI SQAASAGDVIKAAYNQVKTIAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQAL
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Structure Factor Check
1PP9

Local estimation (20)

VNA. (GLY) 2-8: L
P £ ASnns=N=NusNEnzaNARA=]

1. Shift
o] VP TP O O O M VP (RO O o PO e
Side chain or base 20 L
0 =0.1243A 3.0- -
m<038 0.807 i

mocore 0001 F Bm oo w Bm IHLM I
1 = [

2. Density correlation -

Side chain or base0.90+ I I I D D I:F:l —D_U D L
0.80-

H>30 m>15 I
o Backbone 054 y—y—m_rﬂ

3. Density index

Side chain or base QS:W/ LH_M_U\/L z_[F—ED:D_[.:H,
<Dens> = 0.2432,0 = 0.0649 15 -
W > 60. 60. — —— -

Side chain or base 30.

4. B-factor :]7

~
| W 110 TN L -

5. Connect 0.50] T ] WM -

AAGSYTPP%TVLQQI DAV(/EDADVINAAK&()FVSGRKSMAéSGNLGHTPFuI)DEL LMKIVNNAFIDLPAPSNISS

residue number > o — I (%)
™ < < < <

chain identifier |0 P

o o (@]
— N (]

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<038 0.807
Backbone 0.90q
2. Density correlation & O e s = =
Side chain or base).90 -

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2432,0 = 0.0649

W > 60.
Backbone
4. B-factor &
Side chain or base 30,
60.- =
1.00
5. Connect 0.50 -
WNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYG
residue number = 2 2 e 2 =3 §
chain identifier P

SFCHECK 7.03.16




Structure Factor Check
1PP9

Local estimation (21)

V NA. (GLY) 2-8: r
) Backbone 1:07 L

1. Shift
o 1.0 PO L S U VO O e E eV S O e OV,
Side chain or base 20 L
0 =0.1243A 3.0° L
m<o08 0.80 r
Backbone 0.90+ L
2. Density correlation 3 — s = = =L
Side chain or base0.90+ W L

0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

5]
.0
45

15
.0
L
0.
0.

W> 60. 60.7 r
4. B-factor
60.- — — -
1.00
5. Connect 0.50- -
SYTFLETWNIGVILLLTVMATAFMGYVLPWGQMSFWGATV I TNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFA
residue number S IS 51 S’, 3 3 S I
- — - - — - - i
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<os 0.807
Backbone 0.90+1
2. Density correlation
Side chain or base).90+

0.80-

H>30 @>15
Backbone

3. Density index

1.
1.
0.
Side chain or base g
1.

<Dens> = 0.2432,0 = 0.0649

5
0
5-

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

residue number

chain identifier

SFCHECK 7.03.16

FHFILPFIIMAIAMVHLLFLHETGSNNPTGI SSDVDKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDN
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Structure Factor Check
1PP9

Local estimation (22)

2. Density correlation

0 =\:|—\:|:|jj—|:|vv—\:| — — — =
Side chain or base0.90- O = D_j:,ﬂ:_l—u —uU [

0.80-

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

1. Shift
‘ . 1o PCH AR PO P T A OO PO P A A AT,
Side chain or base 20 L
0 =0.1243A 3.0- .
m<038 0.80 i
Backbone 0.90+ i

H>30 E>15
Backbone

3. Density index

1.5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 1.5-
B> 60. 60.7 r
4. B-factor
Side chain or base 30.—J_H—U_L J_L L MWMM—M—LMMM—
60.- _ = -
1.00
5. Connect 0.50 +
YTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVA
residue number 8 ,9 8 8 8 3 8 8
~ o~ N Y ® ™ ™ o
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
m<038 0.807
Backbone 0.90q
2. Density correlation SESSS R aine=——ave S WW
Side chain or base).90 r

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

W > 60.
Backbone
4. B-factor = ] ] ; I
Side chain or base 30_—MW :D:D l]: i
60.- — — =
1.00
5. Connect 0.50+ I

residue number

chain identifier

SFCHECK 7.03.16

DLLTLTWIGgQPVEHPYIT(IDGQLASVLYF(LDLILVLMPTAgTIENKLLK SDLELHPPSYPWSHRGLLSSLDHT
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Structure Factor Check
1PP9

Local estimation (23)

2. Density correlation

Side chain or baseQ.90+

V NA. (GLY) 2-8: r
T aani=asnanlNNENTnslainnann=st=uaaninag]i=iianaiznaeannnnnalnaal sunnnlsan)
1. Shift

N 1oV A PO VS =E 0 e A EFE S P O P e

Side chain or base 204
0 =0.1243A 3.0~ L
m<08 0.80, r
Backbone 0.904 I D =
S N ) o S o E N S e Y = L

<Dens> = 0.2432,0 = 0.0649

0.80-
H>30 .>1.sB %g
ackbone 05
3. Density index
Side chain or base 28

iy (R0 el

Il > 60. .
4. B-factor
Side chain or base 30.*MMMJ—MLMLU—L L ﬂ
60.- —
1.00
5. Connect 0.50-
STRRGFQVYKQVCSSCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPE
residue number - = o b = b >
chain identifier  |Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1243A
[W<o0.s8 0.807
Backbone 0.904
2. Density correlation e
Side chain or base).90
0.80-
H>30 @>15 }'8:
Backbone 054
3. Density index -
Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 1.5-
> 60. 60.
Backbone 30.1
4. B-factor e
Side chain or base 30.
60.-
1.00 L]
5. Connect 0.50- -

residue number

chain identifier

SFCHECK 7.03.16

AARAANNGALPPDLSYIVRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDG
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Structure Factor Check
1PP9

Local estimation (24)

Backbone
2. Density correlation

0.80
099 r—\,v—v—\’!_\‘.—c—v—vﬂ
e T I S == S . D= i S S ] B S o =

Side chain or baseQ.90+

VNA. (GLY) 3.0 r
o W T e e T T T e e e et 5
1. Shift m
o o b 1 FEP QP EEFEP L U L L LD L L E
0 =0.1243A 3.0~ L
m<os8 =

<Dens> = 0.2432,0 = 0.0649

0.80-
H>30 .>1.sB %g
ackbone 05
3. Density index
Side chain or base 28

il 011 1 IS DRI 15 i

H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30. J
60.-
1.00
5. Connect 0.50- i
TPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK] [SHTDIK
residue number bl b a p N b d =
— - N [aV) N N N
chain identifier  |Q R
VNA. (GLY) g-g’
Backbone -l L
1. Shift
’ ) 1.0+
Side chain or base 204
0 =0.1243A 3.0-
m<o0s 0.807
Backbone 0.90q
2. Density correlation
Side chain or base).90

0.80-

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

> 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

VPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDI
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Structure Factor Check
1PP9

Local estimation (25)

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

1. Shift
) , LO*MWMW*
Side chain or base 204 L
0 =0.1243A 3.0- -
m<08 0.80+ r

e 0% e I [
ﬂ—;—l_l—ﬂ mﬂ—v—ﬂ_:—h [ s ) Y S S o I o

2. Density correlation

TF o] T
Side chain or base0.90+ L
0.80-

H>30 .>1.sB %g
3. Density index &
Side chain or base 28:
<Dens> = 0.2432,0 = 0.0649 1.5-
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00 L]
5. Connect 0.50- i
PEGKNMAFKWRGKPLFVRHRTKKE I DQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVPIANAGDFGGY
residue number 5‘ 8 : g 8 :r' S
— - — - - -
chain identifier R
VN.A. (GLY) 238, L

Backbone

- LT e e e e T T
1. Shift

1_0,]ID:’V[FD:1:EVDJDA—H_D:D]]_UJW VA AV VO
2.0
3.0

Side chain or base
0 =0.1243A

m<038 0.807
Backbone 0.90q

2. Density correlation =

L — ey | NS .ﬂ:n:]]]:m:bi@m:_[,
ide chain or bas W UI -
e, - ED_EEFDTI’:EDW IVI—H_lf L

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

Hhdlllb o
O

> 60.
Backbone

4. B-factor

| Iy h

Side chain or base 30.-
60.-

1.00

5. Connect 0.501 m =

residue number

chain identifier

SFCHECK 7.03.16

YCPCHGSHYDASGRIRKGPAPLNLEVPSYEFTSDDMV I VG WLEGI RKWYYNAAGFNKLGLMRDDTIHENDDVK
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Structure Factor Check
1PP9

Local estimation (26)

2. Density correlation

Side chain or baseQ.90+

= =
0.80- I I I I I

VNA. (GLY) 2-8: L

Backbone :

1.0+ r

Lot S

Side ehain o base %_S:JJ{HM—FMFUM{FLM_M—U{MJ_M}LUJ{UMMU -
0 =0.1243A 3.0~ L
m<os 0.80

Backbone 0.90+

H>30 .>1.SB %g
3. Density index e
Side chain or base gg:wm
<Dens> = 0.2432,0 = 0.0649 .
> 60.
Backbone
4. B-factor
Side chain or base 30_—JJ—U—H_U_M_LH_H—LU—LU—LL
60.-
1.00
5. Connect 0.50-
EAIRRLPENLYDDRVFRIKRALDLSMRQQILPKEQWTKYEEDKSYLEPYLKEV I RERKEREEWAKK| [GRQFGHL
residue number N S N ] S § —
chain identifier S 1
V N.A. (GLY) g-g: r
Backbone 104 —
1. Shift =
st chi orbase L0 0L AP PO S S
0 =0.1243A 3.0- L
o oo W M%JTHMLD 7
Backbone 0.90+1 -
2. Density correlation — = =L
Side chain or base).90 D D I q D I p I D:D:‘:DZ’V:II.T:I:l] T,
0.80

H>30 W>15 %8
- o Bgckbone 0:5
. Density index
(]

Side chain or base gg]:l]]:ﬂil_tu U_H_u_u M—U—‘ LU—U \_UJ WW/U W LU LL:
<Dens> = 0.2432,0 = 0.0649 15 -
B> 60. 60.+ - - = - - T

e T T Il
4. B-factor = — = LLLLL

Swie chain orbase 307«‘_|—D_LM_DM_L[ ‘ M M VEI:- 17

60. — L L L U=
1.00
5. Connect 0.501 W —H—m -
TRVRHV I TYSLSPFEQRAFPHYFSKGIPNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPAA| [LVDP
residue number hs by - g a b b 9
chain identifier [T 9]

SFCHECK 7.03.16




Structure Factor Check

1PP9

Local estimation (27)

VNA. (GLY) 2-8: L
: Backbone 101 e [

1. Shift
. Lo T O A P P P S DO P ] [J [0 O
Side chain or base 204 L
0 =0.1243A 3.0- .
m<o038 p

Backbone

0.80, I

2. Density correlation

Side chain or baseO.QCFW

0.80-

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2432,0 = 0.0649

M > 60.
Backbone

~ Jl
4. B-factor =

Side chain orbase 3().7:I:EI:I:I:-]:.:I:
60.-

i
)
:
g
=
a4

1.00
5. Connect 0.50- W

LTTVREQCEQLEKCVKARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK| [AAVPATSESPV
i 0 NI
residue number m 8 %-O g 8 0,2 > g

chain identifier U v
V N.A. (GLY) 3-8* r
Backbone -l L

i Eiin=Sunnnnnininaniinnnilnnnnsunll
1. Shift E

o 1o T CIFVEVER I OAD PP Ve v

Side chain or base 20 L

0 =0.1243A 3.0- -
W<08 0.80q r
Backbone 0.90q [

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

1.54
1.04
0.5

W>30 @>15
Backbone

3. Density index

Side chain or base

0.5+
1.0+
<Dens> = 0.2432,0 = 0.0649 1.5-

> 60. 60.
4. B-factor
Side chain or base 30,-]vljv[
60.

1.004

5. Connect 0.501

residue number

chain identifier

[Te)

~
©

SVLCRESLRGQAAGRPLVASVSLNVPASVRY
~ ~

N~

VAPTLTARLYSLLFRRTSTF
! a

w

ALTIVVGALFFERAFDQGADAI
— I -
N ™ <

SFCHECK 7.03.16
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Local estimation (28)

VNA. (GLY) 2-8:
Backbone 1'07
1. Shift O T & 8 o o 0 s D B e m s D000 B B =

JHF SRR o

; i 1.0
Side chain or base 204
3.0

o =0.1243A

m<08 0.80
Backbone 09&4—‘_‘—\_:—\,_,—;—]_[—4_»—‘_’—‘_.

2. Density correlation -

Side chain or base0.90+ I D I [
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

15

s 1T 111 .1

0‘57 — — — [} D — — D D D ) — = D L
0.5 B
1.0 L

<Dens> = 0.2432,0 = 0.0649 1.5- —

Backbone 30.5
4. B-factor
Side chain or base 30_—{ L J_L u I
60.- — — — —

1.00 r
5. Connect 0.50- -
M L
YEHINEGKLWKHIKHKYENK H e H B i N
residue number o b g 5 E E g g g § g § 5 § g
SENSES: X X S
chain identifier ! M ! B E E g E E 5
VN.A. (GLY) g-g’
Backbone 1'0:
1. Shift ':jEIEIDEIDDEIEIDD
: ) 1.04
Side chain or base 2.0
0 =0.1243A 3.0-

m<038 038] I
Backbone 0.9 D
i D D O = = | D = =

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

H>30 W>15 1.55
e 5 D ILIU:J_-IH m J
0.5+
3. Density index L - - - 00 = 1 Wk

Side chain or base

0.5+
1.04
<Dens> = 0.2432,0 = 0.0649 1.5-

B> 60, 60.
wome o]l [RTTTTLLD o cld It ool i
4. B-factor

Side chain or base 30.

chain identifier

60.

1.0

5. Connect 0.5
. - - ' ‘ . - ' ............ WWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number [ 8 B B8 H e 5 8 8 3 ¥ 3 X
& R R R 8 = 2 |\ P Q o o =}
® < < S

G 8 @ o B F kb

SFCHECK 7.03.16
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Local estimation (29)

VNA. (GLY) 2-8: L
; packbone 1Z°’mﬂwﬂwmmm’

1. Shift = L

. ; 1.0

Side chain or base 204 L

o =0.1243A 3.0- —
m<o038 0.807 [
Backbone 0.90+ r

2. Density correlation
Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base 88: L
<Dens> = 0.2432,0 = 0.0649 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWWWWW#WWWWWW

residue number < [Te) © ~ @ <2} o

o =} o o o =} =

< < < < < < <t

chain identifier [P

VNA. (GLY) g-g’ r
- Backbone 70l L
1. Shift & =
. . 1.0 -

Side chain or base 20 L
0 =0.1243A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation
Side chain or base).90

0.80 -
E>30 H>15 157 C
e %'3?M%WMMHMHWH|MM?
3. Density index - -
Side chain or base g_)g: [
<Dens> = 0.2432,0 = 0.0649 1:57
H>60. 60.
4. B-factor e r
Side chain or base 30.- L
60.- -
1.004 r
5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16

wwwy_wwWWWWWwW#WWWwWWWWWgwwwWWwwwwy_wwWWWWWwW#WWWwWWWngwwwwwwwwwy_wwwwwwwww#w
— N (32} < Lo © ~ @

—
<

—
<

-
<

—
<

—
<

-
<

-
<

—
<

P




Structure Factor Check
1PP9

Local estimation (30)

2. Density correlation

Side chain or baseQ.90+
0.80-

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

1. Shift e L

! : 1.04

Side chain or base 204 L

0 =0.1243A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ i

il
il
0.

H>30 @>15
Backbone

3. Density index

5o
0,
5

Side chain or base (]?8: B
<Dens> = 0.2432,0 = 0.0649 1.5 =
W> 60. 60.7 r

Backbone 30. i
4. B-factor e =

Side chain or base 30. -

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW&WWWWWWWWW&WWWWWWWWW&IWWWWWWWWW&WWWWWWWWW&WWWWWWWWW&IWWWWWWWWW&WWWWWW
residue number — o [s2) <t [¥e) © ~
o o =] o o o o
(2] o (32} (2] o (32} (2]
chain identifier [P
V N.A. (GLY) g-g: r
e SWR S I DU, SV RN SR CORS SSSON 1= | SSRN  »  S BN) SN
1. Shift = L
. . 1.0 =

Side chain or base 204 L
0 =0.1243A 3.0° L
m<o038 0.80q r

Backbone 0.90+1 -
2. Density correlation E =

Side chain or base).90 -

0.80-

W>30 @>15
Backbone

3. Density index

el T A b o ET

Side chain or base gg: L
<Dens> = 0.2432,0 = 0.0649 1:57
B> 60. 60. r
Backbone 30.1 -
4. B-factor = r
Side chain or base 30.4 F
60.- =
1.00 r
5. Connect 0.50- r
. WWW(V\VIWWWWWWWWW(%WWWWWWWWWrV\\IIWWWWWWWWW(V\VIWWWWWWWWW(%WWWWWWWWWrV\\IIWWWWWWWWW(V\VIWWWWWWWWW(%W
residue number © [} o — [V ] < L0
o o - — — - — —
3] ™ ™ ™ ] ™ ™ ]
chain identifier P

SFCHECK 7.03.16
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Local estimation (31)

VNA. (GLY) 2-8: L
; pectbone R | SRS I I SIS, I R, IS SO ) I

1. Shift = L

: ! 1.04

Side chain or base 204 L

o =0.1243A 3.0- —
m<o038 0.807 [
Backbone 0.90+ r

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

1.5+
1.04
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base (]?8: L
<Dens> = 0.2432,0 = 0.0649 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
. WWWWWWWW'ﬂWWWWWWWWW’ﬂWWWWWWWWW'ﬂWWWWWWWWW,ﬂWWWWWWWWW,HWWWWWWWWW&WWWWWWWWW,&WWWWWW
residue number — o [30) <t [¥o) © ~
=] o =1 o o o o
N N N N N N N
chain identifier [P
VNA. (GLY) g-g’ r
Back 2 B
; resbone e IS S S ST 1 [ S SN S S S S S N == 0 P e 0 ol
1. Shift & =
. . 1.0 -

Side chain or base 20 L
0 =0.1243A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation
Side chain or base).90

0.80 -
E>30 H>15 %8

3. Density index -
Side chain or base gg: [

<Dens> = 0.2432,0 = 0.0649 1.5-
H>60. 60. r
4. B-factor 5 r
Side chain or base 30.- L
60.- -
1.004 r
5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
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Local estimation (32)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; packbone 1ZO*MWMWWMM*

1. Shift e L

! : 1.0+

Side chain or base 204 L

o =0.1243A 3.0- —
m<08 0.80 [
Backbone 0.90 r

0.80- -
m>30 @>15 3 r
o Backbone O:5 L
3. Density index e r
Side chain or base (]?8: L
<Dens> = 0.2432,0 = 0.0649 1.54 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. =
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW&WWWWWWWWW&WWWWWWWWW&IWWWWWWWWW&WWWWWWWWW&IWWWWWWWWW&IWWWWWWWWW&WWWWWW

residue number ™ < [¥e) © ~ 0 [}

=] =} =] =] (=) o =]

< < < < < < <

chain identifier [P
V NA. (GLY) g-g: C
- Backbone 104

1. Shift & =
. . 1.0 E
Side chain or base 20 L
0 =0.1243A 3.0° L
m<o0s8 0.807 M
Backbone 0.90q -

2. Density correlation

Side chain or base).90
0.80-

W>30 @>15
Backbone

3. Density index

e 111 Al Al T Itan i 0 Wiale 1 O T

0.501

Side chain or base gg: [

<Dens> = 0.2432,0 = 0.0649 1.5-
H>60. 60.+ r
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
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Local estimation (33)

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

1. Shift e =

! : 1.04

Side chain or base 204 L

0 =0.1243A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ i

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

1.5+
1.0+
0.5+

H>30 @>15
Backbone

3. Density index

Side chain or base (]?8: B
<Dens> = 0.2432,0 = 0.0649 1.5- —~
W> 60. 60.7 r

Backbone 30. i
4. B-factor e =

Side chain or base 30. -

60.- -
1.004 r
5. Connect 0.50- -
WWWWWWWW'ﬂWWWWWWWWW,HWWWWWWWWW&WWWWWWWWW,ﬂWWWWWWWWW’ﬂWWWWWWWWW&WWWWWWWWWWWWWWWW
residue number o — SN} ™ < o) $
=) o =} =} o o ©
< < < < < <
chain identifier [P
V N.A. (GLY) g-g: r
g packbone L0 e e el e e T e o o e o] e e
1. Shift = L
’ ) 1.0 L

Side chain or base 204 L
0 =0.1243A 3.0- L
m<o038 0.80q r

Backbone 0.90+1 -
2. Density correlation E =

Side chain or base).90 -

0.80-
H>30 @>15 157
Backbone 1.01

3. Density index

Side chain or base gg: L
<Dens> = 0.2432,0 = 0.0649 1:57
H> 60. 60. r
Backbone 30.1 |
4. B-factor & =
Side chain or base 30.4 -
60.- =
1.00 r
5. Connect 0.50- r
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W W|

’ - © > ~ ~ N N N

residue number — ~ ) o o o a2} <

< < ) N =} =1 o

- - ™ 3] ™

chain identifier

SFCHECK 7.03.16
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Local estimation (34)

V N.A. (GLY) 2-8: r
g pecktone lzo’ﬂmwmm’
1. Shift e =
: ; 1.04
Side chain or base 204 L
0 =0.1243A 3.0~ L
m<08 0.80 r
Backbone 0.904 |
2. Density correlation e =
Side chain or base0.90+ L
0.80- L
W>30 @>15 %g r
o Backbone 05 L
3. Density index & r
Side chain or base (]?8: L
<Dens> = 0.2432,0 = 0.0649 157 =
B> 60. 60.
4. B-factor e c
Side chain or base 30. -
60.- =
1.00 r
5. Connect 0.50- -
WWWWWWWW(V{IIWWWWWWWWW&IWWWWWWWWW&IWWWWWWWWW(V{IIWWWWWWWWW&IWWWWWWWWW&IWWWWWWWWW(V{IIWWWWWW

residue number [Te] © ~ © o o —

o o o o S = =

[32) o™ o [32) o™ 2] [32)

chain identifier P
V NA. (GLY) g-g: r
; peckGone 1207%%%%%%%%

1. Shift & F
) . 1.0 -
Side chain or base 20 L
0 =0.1243A 3.0- L
m<o0s8 0.80 r
Backbone 0.90+ r

2. Density correlation

Side chain or base).90

0.80- =

H>30 M>15 %-8:
3. Density index - _
Side chain or base g_)g: [

<Dens> = 0.2432,0 = 0.0649 1.5-

W > 60. 60. =
4. B-factor E L
Side chain or base 30.- L

60.- L

1.00 =

5. Connect +

0.501

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (35)

2. Density correlation

Side chain or baseQ.90+
0.80-

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

1. Shift e L

! : 1.04

Side chain or base 204 L

0 =0.1243A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ i

il
il
0.

H>30 @>15
Backbone

3. Density index

AT TN T N N RPN T T

Side chain or base (]?8: L
<Dens> = 0.2432,0 = 0.0649 1.54 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & r

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&WWWWWW

residue number © ~ @ o2} o — N

o o =] =} — — —

(2] o (32} (2] o (32} ™

chain identifier [P

VNA. (GLY) g-g’ r
i packbone 10:WMWHT—WMHWMWTWWFE
1. Shift 2 =
. . 1.0 -

Side chain or base 20 L
0 =0.1243A 3.0° L
m<o038 0.80q r

Backbone 0.90q -

2. Density correlation

Side chain or base).90
0.80-

1.
1.
0.

W>30 @>15
Backbone

3. Density index

59 =
0+ [
5 L

0.501

Side chain or base g_)g: [
<Dens> = 0.2432,0 = 0.0649 1.5-
H>60. 60.+
4. B-factor 5 r
Side chain or base 30.- L
60.- =
1.00 r
5. Connect +

residue number

chain identifier

SFCHECK 7.03.16
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Local estimation (36)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
St 15 ) ISy I ) L D o, o S N N B

1. Shift = L

: ; 1.0+

Side chain or base 204 L

0 =0.1243A 3.0- -
m<o0s8 0.807 i
Backbone 0.90+ r

0.80- -
m>30 @>15 3 B
o Backbone O:5 L
3. Density index & =
Side chain or base (]?8: L
<Dens> = 0.2432,0 = 0.0649 1.54 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. r
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW&WWWWWWWWWgWWWWWWWWW&WWWWWWWWW&WWWWWWWWWSWWWWWWWWW&WWWWWWWWW&WWWWWW

residue number =X} o — N 3] ~ N

o — — f= Ll o o

(2] o (32} ™ o (32} (2]

chain identifier [P
V NA. (GLY) g-g: r
; packbone 120’WMHWW%WWMWW

1. Shift & =
’ ) 1.04 E
Side chain or base 20 L
0 =0.1243A 3.0° L
m<o0s8 0.807 M
Backbone 0.90q -

2. Density correlation

Side chain or base).90

0.80- =

H>30 M>15 %-8:
3. Density index - _
Side chain or base gg: [

<Dens> = 0.2432,0 = 0.0649 1.5-

0.501

B> 60. 60. =
4, B-factor E L
Side chain or base 30.- L

60.- L

1.00 =

5. Connect H

residue number

chain identifier

SFCHECK 7.03.16
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1PP9

Local estimation (37)

2. Density correlation

Side chain or baseQ.90+

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

1. Shift e =

! : 1.04

Side chain or base 204 L

0 =0.1243A 3.0- -
m<o0s8 0.80+ r
Backbone 0.90+ i

0.80- L

H>30 m>15 A r
3. Density index e L
Side chain or base 88: B

<Dens> = 0.2432,0 = 0.0649 1.5 L

m> 60. 60.7 r
Backbone 30.4 -
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWWWWW&WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW
residue number — S 9 9 3 8 8
8 [T9) [¥e} [¥e} Y] [Te} [Te}
chain identifier [P

V N.A. (GLY) 3-8* r
i pectbone 1:0:Wﬂwwmmmmi
1. Shift E =
. . 1.0 L
Side chain or base 204 L
0 =0.1243A 3.0° L
m<os 0.807 r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90

0.80- =
H>30 M>15 %-8: B
3. Density index - L
Side chain or base gg: [

<Dens> = 0.2432,0 = 0.0649 1.5-

0.501

W > 60. 60. =
4. B-factor E L
Side chain or base 30.- L

60.- L

1.00 =

5. Connect +

residue number

chain identifier

SFCHECK 7.03.16

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW,

2012
2022
2032
2042
2052
2062
2072
2082




Structure Factor Check
1PP9

Local estimation (38)

V NA. (GLY) 3.0

w Loim A e el el o e
1. Shift =

: ; 1.0+ E

Side chain or base 204 L

0 =0.1243A 3.0- -
m<08 0.80+ r
Backbone 0.90+ i

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

3. Density index

Side chain or base

H>30 H>15 %g r
Backbone 05 B
0. L

1.

5,
0,
<Dens> = 0.2432,0 = 0.0649 1.5- —

B> 60. 60.7
4. B-factor e c

Side chain or base 30. L
60.- L

1.00- =
5. Connect 0.50 H

WWWWWWWWIHWWWWWWWWWEWWWWWWWWWHWWWWWWWWWWWWWWWWWWWWWWWWWWWW
[oe) ™
— N [

) N
1) o I
® ® - o -

residue number

chain identifier [P
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