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

Structure Factor Check
1PPJ

Title: BOVINE CYTOCHROME BC1 COMPLEX WITH STIGMATELLIN AND ANTIMYCI

Date: 16-JUN-03

PDB code: 1PPJ

Crystal Structure Factors

Cell parameters: Input

af 19%80%3 4 b 91063675 2 _C:9§%10'53 2 Nominal resolution range: 93.5- 2.10A

o ' B: : v: : Reflections in file: 285058
Space group: P 2121 21 Unique reflections above 0: 285058
Number of NCS-operators: 1 above b: 278499

NC-symmetry only for information above ¥: 213616

SFCHECK
Nominal resolution range: 93.5- 2.10A

M odel
33549 atoms (1370 water molecules)

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

Used reflections: 285058
Completeness: 97.6 %
R_stand(F) = g(F)>/<F>: 0.079

Anisotropic distribution of Structure Factors
ratio of eigen values: 1.0000 0.7563 0.685

[3%)

Number of chains: 51

Volume not occupied by model: 42.7 %

<B> (for atomic model): 49.8 A2

o(B): 16.04 A2

Matthews coefficient: 2.67

Corresponding solvent % : 53.62
Refinement

Program: CNS 1.1

Nominal resolution range: 93.5- 2.10 A

Reported R—factor: 0.224

Number of reflections used: 285060

Reported Rfree: 0.26

Sigma cut-off: N.A.

B_overall (by Patterson): 39.A"2
Optical resolution: 1.75A
Expected opt. resol. for complete data set: 1.75|A
Estimated minimal error: 0.029 A
Model vs. Structure Factors
R-factor for all reflections: 0.250
Correlation factor: 0.931
R-factor: 0.253
for F>2.00
nom. resolution range: 93.53 — 2.10A
reflections used: 278714
Rfree: 0.274
Nfree: 13882
R-factor without free—refl.: 0.252
Non free-reflections: 264832
<u> (error in coords by Luzzati plot): 0.322 A
Estimated maximal error: 0.104 A
DPI: 0.189 A
Scaling
Scale: 1.011
Bdiff: -4.22

Anisothermal Scaling (Beta):
4.0086 0.5538 -0.7789 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.841 250.032

DDO
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Structure Factor Check
1PPJ

4000 : 4.0 ; :
Wilson Plot Optical resolution
3500
3000 3.0
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d 8.00 4.00 2.67 200 A d 8.00 4.00 2.67 2.00 A
oo <F> e—e Optical resolution
—— Wilson plot (B_overall = 51.0 A"2) —— Optical resolution for atom with B =0
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0.8 A
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A—4A R_stand(F) = g(F)>/<F> e Expected minimal coordinate error

Stereographic projection of
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» 0.5
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) (@)
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S QI: 0.3+
o
5 K 0.2+
>
@
0.0 0.1

1/d 000 012 025 038 0.50

6 ¢ d 8.00 400 267 200 A

h 90.00 0.0 o—e R-factor a—a Rfree

k 90.00 90.0q polar coordinates of the

| 000 0.0d crystaliographical axes ——  Luzzati plot drawn for an atomic error = 0.322
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Local estimation

VNA. (GLY) 3.0 L
Backbone %'07 [
1. Shift
Side chain or base 5 1 |
0 =0.1198A
m<0s8 0.80

Backbone

0.90+

2. Density correlation

Side chain or baseQ.90+

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.2084,0 = 0.0516
Il > 60.
Backbone
4. B-factor
Side chain or base 30_.
60.
1.00, ] w
5. Connect 0.50 | -
) ATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALE
residue number N N q S 9 S 3 N
chain identifier ~ |A
VN.A. (GLY) g-g’ C
- Backbone 1:0: [
1. Shift 5 r
B 1_0,Www,
Side chain or base 20 L
0 =0.1198A 3.0- =
m<o08 0.801 i
Backbone 0.90+ [
2. Density correlation e = o = U_r
Side chain or base).90 L
0.80- =

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone
4. B-factor = = =
60. - = = - I =
1.00
5. Connect 0.50- 3
KEVESMGAHLNAYSTREHTAYY IKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFN
residue number S S S S & & S
— — — — —
chain identifier ~ |A
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Structure Factor Check

1PPJ

Local estimation (2)

V N.A. (GLY) 2'8: -
Backbone 1:
1. Shift
Side chain or base
0 =0.1198A
M<0.38 0.801
Backbone 0.90+
2. Density correlation 3
Side chain or base).90

0.80-

H>30 E>15
Backbone

3. Density index

LN

Side chain or base 8
<Dens> = 0.2084,0 = 0.0516 5
W> 60. 0.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
YLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDED]
residue number % S ﬁ % % 8 ﬁ ﬁ
~ - - — - N [aV) N
chain identifier ~ |A
VNA. (GLY) 2-8* i
Backbone '0:
1. Shift e
. . 1.0
Side chain or base 20 L
0 =0.1198A 3.0- =
m<os 0.8 r
Backbone 0.9 F
1 3 [ S . I
2. Density correlation T W === — — & Sy e = =T
Side chain or base).90 -
0.80- =
H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2084,0 = 0.0516

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

I

residue number

chain identifier
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Local estimation (3)

2. Density correlation

O
Side chain or base0.90+

VNA. (GLY) 2-8: L
: pecktone L e e e e e e e

1. Shift
- N Ofww%wwwﬂww,
Side chain or base 20 L
0 =0.1198A 3.0- —
m<038 0.80 i
Backbone 0.90+ r

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone

4. B-factor

Side chain or base 30.
60.— — = — -

5. Connect

1.00
0.50+

residue number

chain identifier

™ ™ ™ (2] ™ ™

K
]
o — I ™ < i) ©
]
A

LCQSFQTFNICYADTGLLGAHFVCDHMSIDDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVC
N N N N N N N

~
™

V N.A. (GLY)
Backbone

1. Shift
Side chain or base
o =0.1198A

W<08
Backbone

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> = 0.2084,0 = 0.0516

5
0
5-

EE 2

residue number

chain identifier
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B> 60. 60.
Backbone 30.4 .
4. B-factor
Side chain or base 30. .
60.-
1.00 T
5. Connect 0.50 H—HT -
EVPPHP
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Structure Factor Check

1PPJ

Local estimation (4)

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
; i 1.0
Side chain or base 204
0=0.1198A 3.0
m<o08 0.807

Backbone 0.90+

2. Density correlation

Side chain or base0.90+
0.80-

L5
1.0+
0.5+

H>30 E>15
Backbone

3. Density index

Side chain or base 28:
<Dens> = 0.2084,0 = 0.0516 15
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30_m
60.
1.00
5. Connect 0.50- -
) QDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKL
residue number ©° 8 £ 8 8 2 2 8
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
[W<o0.s8 0.807 i
Backbone 0.90+ |
2. Density correlation E
Side chain or base).90

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

1.
1.
0.
0.5+
1.0+
<Dens> = 0.2084,0 = 0.0516 1.5-

B> 60. 60.
Backbone 30.1
4. B-factor &
Side chain or base 30.
60.-
1.00
5. Connect 0.50 -

residue number

chain identifier

SVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRNA
© © ©o ({3 © (o] [(o]

o — N (2] < [T} ©
- - — - - - -

B
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Local estimation (5)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: B
e Innnninneniinzsannlnanaline=na=ainnn=nNNsNnnAnaninenaunee Oty nugnnnnall]
1. Shift

ide chai 1o ORI PR A A VA P PV evEV A VL

Side chain or base 204
0 =0.1198A 3.0~ L
m<o0s8 0.80 r

Backbone 0.904

H>30 @>15
Backbone

3. Density index

L5
1.0+
0.5+

Side chain or base 28:
<Dens> = 0.2084,0 = 0.0516 1.5
W> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30_—M_L
60.-
1.00
5. Connect 0.501 in W :
LANSLYCPDYRI GKVTPVELHDYV(%NHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLGLSGAKAKYHGGE | RE
residue number © S > 8 9 9 9 $
- -~ - N N N ~N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<os 0.807 r
Backbone 0.90+1 -
3 3 I
2. Density correlation —g—— = o DT SSe——a Vo=V o o -
Side chain or base).90 -
0.80- -
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone
4. B-factor
Side chain or base 30‘7FIID:[D:I:D_L
60.-
1.00+
5. Connect 0.5&W 3

residue number

chain identifier
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1PPJ

Local estimation (6)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
T NnEASuNalntatuniNenanznAnaninnN=Aenluizinnn=AnninNn=nnniinnunintesn=rain}

1. Shift
o 1o FVHIHE PV AP Ve O POV F MRV
Side chain or base 204 L
0 =0.1198A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

mﬂw@mwwwwﬁﬁmmw—m—

H>30 W>15

5 — —
3. Density index ml L
Side chain or base gfmm:[[ L vm:
<Dens> = 0.2084,0 = 0.0516 :5 _ — =
H> 60. 60.7 n nl
4. B-factor
Side chain or base 30.*M w J» J_L ﬂ MU—U—H_U_I\/U» w J_L |
60.- = _ - - — = —
1.00 ]
5. Connect 0.50 +
FGFYT | SQAASAGDV IKAAYNQVKT IAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPS
residue number ﬁ 8 8 8 8 ,u\') 8 g
[s2] [32) o™ [s2) [32) o™ o o)
chain identifier B
VN.A. (GLY) g-g: C
T O e A I e T H T s o O e e e
1. Shift = r
- L o [P B [ R VA MM B e R PRV EVERE
Side chain or base 20 L
0 =0.1198A 3.0~ =
m<o08 0.801 i
peere 00 e I
; ; 00 1 S O ) SN 5 — L]
2. Density correlation L = — o :._T.VD:., Ve e L
Side chain or base).90 L
0.80 -
H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone
4. B-factor
Side chain or base 30,—]]:
60.-
1.00
5. Connect 0.50-

residue number

chain identifier
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Local estimation (7)

2. Density correlation

Side chain or base0.90+

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

1. Shift
— 1 o PRV E A P VAR AN == O eV S E I VR,
Side chain or base 20 L
0 =0.1198A 3.0- —
m<038 0.80 i
Backbone 0.90 r

e e e T P o o Y e O s R e R N = o e R S M

VO T o et e Ve BV ViV e e

<Dens> = 0.2084,0 = 0.0516

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

> 60. =
4. B-factor
stocmersso L1V LLLL{[JL L FFLFET PP LT RO EL [y
60.- -
1.00
5. Connect 0.50 +
I[LTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI [RYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVIL
residue number 12 9 3 1 93 kY 9 =t
— -
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<os 0.807
Backbone 0.90+1
2. Density correlation _— =ty e e A =
Side chain or base).90+

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

W > 60.
Backbone
4. B-factor —=
s v s s0 FEL PR IFFUT T CEEELIETT JIn
60.- = -
1.00
5. Connect 0.50 -
LLTVMATAFMGYVLPWGQMSFWGATV I TNLLSAIPY IGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAM
residue number 2 9 Q T 3 0 3
— - — — — — —
chain identifier  |C
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Local estimation (8)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
o 1o P AT MV A I VAOH O T A O PV P A
Side chain or base 20 L
0 =0.1198A 3.0 —
m<038 0.80 i
Backbone 0.90 r
2. Density correlation e = ARV — o —= iy
Side chain or base0.90+ ‘\—’w‘—u\/ ﬂj_H_L*
0.80- =
W>30 @>15 5

L,
L,
0.
0.
1.

3. Density index

Side chain or base

<Dens> = 0.2084,0 = 0.0516

TR e

> 60.
Backbone
4. B-factor
Side chain or base 30_—MYMMM/MMM/H M_LL J_t Ll
60.- o t L
1.00
5. Connect 0.50- -
VHLLFLHETGSNNPTGI SSDVDKIPFHPYYT IKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIK
residue number £ 8 = 2 9 @ I 3
~ N N N ~N N N N
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<os 0.807

Backbone

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

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

W > 60.
Backbone
4. B-factor
Side chain or base 30.—m W |
60.- — —
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 =0.1198A 3.0-
m<o0s8 0.80

Backbone 0.90+

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

0.80-
H>30 m>15 i
o Backbone 0.5
3. Density index E
Side chain or base 88:
<Dens> = 0.2084,0 = 0.0516 1.54
W> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00
5. Connect 0.50-
[HPYTTIGQLASVLYFLLILVEMPTAGTIENKLLK SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVCS
residue number ] — b ]
& @ 3 & = N @
chain identifier  |C D
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift E
. . 1.0
Side chain or base 204
o =0.1198A 3.0-
m<o08 0.801

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 gg:
<Dens> = 0.2084,0 = 0.0516 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-

SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDL
— — i -

— — bl I
o —
< Yo} © ~ [ee} o =1 4

residue number

chain identifier D
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Local estimation (10)

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

: ; 1.0 [
Side chain or base 204 L
0 =0.1198A 3.0

o o J—I_d_l—_‘ﬂ—m 7
Backbone 0.90+ I
—e o I oL

2. Density correlation

- W Al A
Side chain or base0.90+ L
0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5)
0
5)

L,
L,
0.
0.
1.

5+ Y
0,
<Dens> = 0.2084,0 = 0.0516 1.5-

W > 60. 60. —
4. B-factor
Side chain or base 30_—MM_I\/U—[ M/WMH M M,
60.- — =

1.00 —
5. Connect 0.50 S

SYIVRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCT
I I - I — - ()

residue number ~ ™ < 0 © ~ fee]
— - - — - - —

chain identifier D

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
o =0.1198A

m<os 0.80
Backbone 0.90+1

2. Density correlation =

Side chain or base0.90- LP_'T u_\—Lr I\_'T [
W>30 E>15

Backbone
3. Density index

Side chain or base

<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone

4. B-factor =

SN AN LT Ttz Jitify B iy

1.00
5. Connect 0.501

I
T

FLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK SHTDIKVPDFSDYRRPEVLD|
i - - i — -

residue number > o = N ™ =
<1 « N ~ N

chain identifier D E

—
—

24
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Local estimation (11)

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1198A 3.0-
m<08 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-
E>30 @>15 %g’
- Backbone 025:
3. Density index =
Side chain or base (]?8:
<Dens> = 0.2084,0 = 0.0516 1.5
W > 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
STKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDI PEGKNMAFKWRGK P
residue number - g o b = = >
chain identifier ~ |E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<o038 0.80q

Backbone 0.904

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> = 0.2084,0 = 0.0516 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-

LFVRHRTKKEIDQEAAVEVSQLRDPQHDLERVKKPEWVILIGVCTHLGCVPIANAGDFGGYYCPCHGSHYDA SGR]
- - — - — — -

residue number o — N ™ < L ©
— — — — — — —

chain identifier E
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Local estimation (12)

Backbone
2. Density correlation

Side chain or baseQ.90+

0.80q
OIQGMM
Mem-. - . =m0 =

VNA. (GLY) 2-8: L
L shitt Backbone 10 L
: - 1.0 DIV FOTR=EEmR B0y SV MV O T
Side chain or base 20 L

0 =0.1198A 3.0- —
m<o0s8 =

v i W | §

oV

e R

H>30 @>15
Backbone

3. Density index

<Dens> = 0.2084,0 = 0.0516

: ! 0.5 y H F H o
Side chain or base 1.0 UJ
1.5-

[T

ST g e, oL 1
T TR

-

4. B-factor e =
SN il Tl et iy
60.- = = = = — -
1.00
5. Connect 0.501 H_H_HTH_H_W :
esidue number [[RKGPAPLNLEVPSYEFTSDDMVIVG NL EGI RKWYY&AAGFNKLGLMIRDDT ] HEND(E‘VKEA ITRRL P(IE‘NLYDDR
5 © =] = « ™ < n
chain identifier  [E =
T N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<os 0.80
Backbone 0.90+1
2. Density correlation E
Side chain or base).90

W>30 @>15
Backbone

3. Density index

<Dens> = 0.2084,0 = 0.0516

Side chain or base

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

residue number

chain identifier F
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Local estimation (13)

VN.A. (GLY) 3.09 r
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1198A
m<o0s8 0.80q

Backbone 0.90+

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

0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50
EQRAFPHYFSKGIPNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPA] [(VDPLTTVREQCEQLEKCV
residue number S ;_‘ S 5‘ ,:‘ 8 m
chain identifier |G H
V N.A. (GLY) g-g r
i e L0 e el el
1. Shift ST PO Ve VL
’ ) 1_(@@1 === ED:D—H H—LD:D:D u_u—u M L
Side chain or base 2.0 L
0 =0.1198A 3.0 =
m<os 0.8 r
Backbone 0.9 -

2. Density correlation

= = | =) v7
Side chain or baseo_gg] I—H_‘—u w W D [I I I P L
0.8

W>30 @>15 1 r
peckdone s WHWWWFW‘W

3. Density index

[ ]
Side chain or base g_)g: WMIM‘W LU—U—M U_U—I_U—I—U UJ U L
<Dens> = 0.2084,0 = 0.0516 15]

W > 60. 60.
4. B-factor u [
60. —

5. Connect 030 TW W W THW:

KARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVPATSESPVLSVLCRESLRGQAAG
(v ™ ™ (2] ™ o o

. ©
residue number 3 < o © ~ m < T3]

chain identifier ~ |H |

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (14)

V NA. (GLY) 3.0
Backbone

2.0 -
: L0 Pl eleel O e H
- e s s :

1.0
2.0+
3.0

Side chain or base
0 =0.1198A

W<o08 0.80 [

ackhone O.QGMH_’_H_H M—mﬂ—v—w—ﬁ |

2. Density correlation -

Side chain or base0.90+ W :D I B ‘:I]V - W_u—‘—]_m = F D I = :
0.80-

W>30 @>15

Backbone
3. Density index

Side chain or base

Tl o AR TR o T
T Rk L 1L [ 1 ;

<Dens> = 0.2084,0 = 0.0516

B> 60. 60.

4. B-factor L
60. = - —

5. Connect ;:g* W W o W:

RPLVASVSLNVPASVRY FFERAFDQGADAIYEHINEGKLWKHIKHKYENK| [ATYAQALQSVPETQVSQLDNG

i © © =} o o o o~ o~

residue number S 2 8 S 3 3 o~ N N
chain identifier |l J N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1198A
W<08 0.80q

Backbone 0.90+1
2. Density correlation E

T :ﬁ Ve S T ﬁD::TDE —
Side chain or base) 90 [I v LWVLI—U—‘\/; W i
0.80

W>30 @>15 1 r
e ST f

3. Density index

Side chain or base i’gz A UJJ—U_U—LIJ/LU U—MJJJ‘UJ MLUL?M RN U—U W—HE

<Dens> = 0.2084,0 = 0.0516

e o | IRTTOO T T T
ssecmmrveso | || [ LTI T I WA

1.00
5. Connect 0.50- W L

LRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALEKEVESMGAHLNAYSTREHTAY
o o o o N o

i o
residue number > < ) © ~ o o

chain identifier N

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (15)

V NA. (GLY) 3.0 r
Backbone %'07 B
1. Shift
Side chain or base
0 =0.1198A
m<o038 0.80

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90-

0.80-

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.2084,0 = 0.0516
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
Y ITKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSE]
residue number q o N S 2}' N 3 NI
- - - - - - - —
chain identifier [N
V N.A. (GLY) 3-8* r
Back >l [
f reidene 109 EEans=e=sn=nnsnlinnisn=)
1. Shift EFP= M eV
Side chain or base %8: B
0 =0.1198A 3.0~ =

W<0.38 0.80 r
packhone OQ&M%MM EJWWLHW ng Bl oo

2. Density correlation E L

Side chain or basegjgg,[rm W LP—I W Wm W I —I_I_D_EF;V_CFW_V,

m>30 @>15 1
3. Density index D S 0

Side chain or base g_)g W U—UJ w W U_U—LIVI]:[D:[ [
<Dens> = 0.2084,0 = 0.0516 1.5- -

W > 60. 60. ] I
4, B-factor 5
60. =

1.00 = w
5. Connect 0.50 W H—W =
M

NVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDEDAVPTLSPCRFTGSQICHREDG
o N N N N N N

residue number © o o — N Ixg] <
— - « o~ N I3\ N

chain identifier N

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (16)

VNA. (GLY) 2-8: L
P eneanssasalanaisunnilicanilineennniiSundusnz=nanan=Ninnnnnlan=ann=nEunnss]

1. Shift
‘ . 1_07WW%MMW*
Side chain or base 204 L
0 =0.1198A 3.0- —
m<08 0.80+ r
Backbone 0.904 i

2. Density correlation

Side chain or baseQ.90+
0.80-

[ I S [ I S I
F— = — OVVE T 0D O OOV = A S ‘:':'ﬂu_u—'—uw = OVTV

Hl>30 @>15 %g
o Backbone O:5
3. Density index & r
Side chain or base ggiww J—Lm:
<Dens> = 0.2084,0 = 0.0516 1.5- — =
H> 60. 60. [
4. B-factor
Side chain or base 30.7<UJ_J_U—U_LU\/U\/I;L M MMM J_Lm—u_\» M,
60.- - = — — — =
1.00
5. Connect 0.50 +
LPLAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSSPLASIAATNKLCQSFQTFNICYADTGLLGA
residue number S S Q % g 8 ﬁ ﬁ
N N N N N o™ (32} ™
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
W<08 0.80q
Backbone 0.904
2. Density correlation = — [ ::D,,
e hui or ba50.90] W W [
0.80- L
E>30 H>15 %8 [
o Backbone 0:5 L
3. Density index
Side chain or base ggmmw U_U U—M_U Lu_l LLMWU LM—U—LU_U_LL
<Dens> = 0.2084,0 = 0.0516 15

> 60. — — =
4. B-factor — —_—— ——
e LA A A A 1T T |
60.- - = — — L] — L1l
1.00 L
5. Connect 0.50- 3
HFVCDHMS I DDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWE S|
residue number & g o o R N >
™ %) ™ ™ ™ ™ 13}
chain identifier N

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (17)

VNA. (GLY) 3
Backbone %
1. Shift
Side chain or base %
0 =0.1198A 3"

2. Density correlation

m<08 0.80

pacbore 09 g N lme m

e e [
[ e B e eV
sidecramorbasooo] B T N T 0 W T =0

0.80-

W>30 W>15 %
Backbone :

0.
3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

il L L i i

P T T

Side chain or base 30.

B> 60. 60.0 =
e o] WWWWWWWWWW I ]
4. B-factor J_L

1 &
111

1.00
5. Connect 0.50 ﬁw

residue number

chain identifier

()

RIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMFW,| EVPPHPQDLEFTRLPNGLVIASLENYA
] ] N N ] N © ©
=] ‘—| N} V] < = ~
< < < < <

N ®)

2. Density correlation

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1198A
m<038 0.807

Backbone 0.90q

Side chain or base).90
0.80-

H>30 @>15 %
Backbone .

0.
3. Density index

5
0
5

4. B-factor

Side chain or base gg:
<Dens> = 0.2084,0 = 0.0516 1‘5
B> 60. 60.-

Backbone 30.1

Side chain or base 30,—W
60.- = —

1.00
5. Connect 0.501

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (18)

Backbone
2. Density correlation

VNA. (GLY) 2-8: B
- Backbone 10
1. Shift
i i 1.0
Side chain or base 204
0 =0.1198A 3.0~
m<o0s8 0.804

0.904

Side chain or baseQ.90+

0.80-
H>30 H> 1.sB %g:
ackbone 0257
3. Density index &
Side chain or base 28:
<Dens> = 0.2084,0 = 0.0516 1.5-
H> 60. 60.1
Backbone 30.
4. B-factor =
Side chain or base 30.
60.-
1.00
5. Connect 0.50- i
) ILMEFL LN‘\éTTAPEFRRWQE)VAALQPQLR“I)DKAVALQN PSAHV 1 ENLHAéAYRNALANS‘L_)YCPDYR 1 GK‘\éTPVELH
residue number ~ ™ < 0 © ~ =]
— - - — - - -~
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<o08 0.801 i
Backbone 0.904 |
2. Density correlation
Side chain or base).90
0.80-
W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00 L - L
5. Connect 0.501 T W o -
DYVQNHFTSARMAL IGLGVSHPVLKQVAEQFLNIRGGLGL SGAKAKYHGGE I REQNGDSLVHAALVAESAAIGSA
residue number 8 3 9 Q 8 g B 8
- « o~ N 3] 3 3 I3
chain identifier o

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (19)

Backbone
2. Density correlation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1198A 3.0-
m<08 0.80

0.904

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

1.5+
1.0+
0.5+

Side chain or base 88:
<Dens> = 0.2084,0 = 0.0516 1.5
H> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30_1
60.
1.00
5. Connect 0.50 +
EANAFSVL8HVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDV SAFNASYSDSGLFGFYT I SQAASAGDV IKAAYN
: © © © © © ©
residue number ~ 0 <) o ~ [ (V]
N N N (2] 3] [s2] [32)
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
W<08 0.80q r
Backbone 0.90q [

2. Density correlation

=
o baseo.go—c]:[:m U\/U_/—\_r—u—u \_H—,—u WW

0.80- -

W>30 @>15
Backbone

3. Density index

E

Side chain or base ggiww LU_LM_U—H Luw UJ—UJ_UJ I U_U—H—U H:

<Dens> = 0.2084,0 = 0.0516 iS5
W > 60. B0 [ [TTT] T I
w51 T T O T
4. B-factor T ] 11 i
S— | mrmmny
po. - W - = — — — — -

1.00
5. Connect 0.50+ H ﬂ i

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (20)

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

1. Shift
e chai Lo IVEFEIVFVEFEE . S e Ve Ve P
Side chain or base 20 L
0 =0.1198A 3.0~ -
m<o08 0.80 I
packbone _~ 090] . A I
2. Density correlation L =vE e = %W =T
Side chain or base).90+ D =I w L

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

Il > 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00
5. Connect 0.50 W L
VSGRKSMAASGNLGHTPFIDEL NNAFIDLPAPSNI SSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSS
residue number ﬁ 8 ﬂ "‘N) 8 Q um7 8
< <
chain identifier |0 P

V N.A. (GLY)

Backbone
1. Shift

Side chain or base
o =0.1198A
[W<o0.s8

Backbone
2. Density correlation

Side chain or base).90

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

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

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (21)

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 20
0 =0.1198A 3.0-
m<038 0.80

Backbone 0.90+

W>30 @>15

3. Density index

Side chain or base

1.5 r
1.0
1.

5-
0

<Dens> = 0.2084,0 = 0.0516 1.5-
H> 60. 60.7
Backbone 30.5
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50 ] B
WGATVITNLLSAIPY IGTNLVEWIWGGFSVDKATLTRFFAFHFILPFIIMAIAMVHLLFLHETGSNNPTGI SSDV
residue number Q 3 @ 2 3 g 8 ﬂ
- — - - -~ - N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
m<o08 0.801 i
Backbone 0.90q r
| =y SN

2. Density correlation

,—\:.:.:.:-—D%::\:D—\:-—v = ‘:‘ZDZIV‘:‘:T_\:I = =\II:I—DIETVV’
Side chain or base).90 r

W>30 @>15

<Dens> = 0.2084,0

3. Density index

Backbone

Side chain or base
= 0.0516

W > 60.
Backbone
4. B-factor i
Side chain or base 30.4 MMMM J—me:l]mﬂm I
60.7- = — — =
1.00
5. Connect 0.501 |

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (22)

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

1. Shift
‘ , 1.0—Mﬂ%wwmui—ww%—
Side chain or base 204 L
0 =0.1198A 3.0- -
m<08 0.80 r
Backbone 0.90+ |

2. Density correlation -

= = =0 o= = FI [:‘:' L l:'ZI 0= = O T O
Side chain or base0.90+ W L
0.80- L

Hl>30 @>15
Backbone

3. Density index

Side chain or base

5]
.0
45

<Dens> = 0.2084,0 = 0.0516

[}

5
.0
.5
W> 60. 0.

Backbone 30.

Side chain or base 30_—M_U_U_U—U_LUM M L JM/I_HMM,

60.- = oou L

1.00
5. Connect 0.50 S

VLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVL
[Ye} [Te} [¥s] [Ye} [Te} [Y9] [Te} [Tol

residue number > o Il al (3] < 0
I3 () ™ 3] (2] (2] (32}

36

chain identifier [P

V N.A. (GLY) 3.0
Backbone

: Lo ] b [
1. Shift TP L
Side chain or base '~ | D u u D U u D D UJ [D [l:’

0 =0.1198A

m<o0s8 0.80 r

Backbone 0.90+1 =

2. Density correlation

Sl i or basc0.901 W TTW :CFEWD—\Z ﬁ [
0.80- -
W>30 @>15

Backbone

3. Density index

1.
1.
0.
<Dens> = 0.2084,0 = 0.0516 1.5 -

B0 60. N
4, B-factor E - I
Side chain or base 30,—M :I:I] .:I]]:D:HI Lﬂ J_L Mm:[[
60.- — i = —

1.00
5. Connect 0.50- F 3
MPTAGT I ENKLLK SDLELHPPSYPWSHRGLLSSLDHTSI RRGFQVYKQVCSSCHSMDYVAYRHLVGVCY TED
i 0 — — ~ — ~
residue number 5 — d byt = 3 o
chain identifier [P Q

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (23)

Backbone
2. Density correlation

VNA. (GLY) 2-8: L
- Backbone 1:07
1. Shift
: ; 1.0
Side chain or base 204
0 =0.1198A 3.0-
m<08 0.80

0.904

Side chain or baseQ.90+

0.80-
H>30 W>15 %g’
o Backbone 025:
3. Density index e
Side chain or base 88:
<Dens> = 0.2084,0 = 0.0516 1.5
W> 60. 60.7
Backbone 30.
4. B-factor E
Side chain or base 30.
60.-
1.00 L L]
5. Connect 0.50- } -
EAKALAEEVEVQDGPNEDGEMFMRPGKL SDYFPKPYPNPEAARAANNGALPPDLSY [VRARHGGEDYVFSLLTGY
residue number p N = p
@ ~ ® 3 g & 3 g
chain identifier  |Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1198A
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> = 0.2084,0 = 0.0516

> 60.
Backbone
4. B-factor
Side chain or base 30.4
60.-
1.00 1] —
5. Connect 0.50- -
CEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCTFLRWAAEPEHDHRKRMGLKML
H — — — — — — -
residue number py 0 © ~ 0 o o
— — — — — — N
chain identifier  |Q

SFCHECK 7.03.16




Structure Factor Check

1PPJ

Local estimation (24)

2. Density correlation

Side chain or baseQ.90+
0.80-

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0 M%J—Mwi
Side chain or base 20 L
0 =0.1198A 3.0~ =
o os0 | il Bl Do n. |
Backbone 0.90+ I
[ S o I S ) I S —mll
=

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

> 60.
Backbone 30. L
4. B-factor
e chain orbase =9 m |
60.- [
1.00
G 1 [T
LMMGL LL PLVY&MKRHKWSVL&SRKLAYRPPS SHTDIKVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTA
residue number ] — I b=l —
S N & N - N ™ N
chain identifier  |Q R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
o =0.1198A
m<o038 0.80q

2. Density correlation

Backbone 0.90q

Side chain or base).90
0.80-

H>30 E>15 %
Backbone .

0.
3. Density index

5
0+
5

Side chain or base g_)g:

<Dens> = 0.2084,0 = 0.0516 1.5
W > 60. 605
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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Structure Factor Check

1PPJ

Local estimation (25)

Backbone 0.90+

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1198A 3.0~
m<o0s8 0.804

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

0.80-
m>30 @>15 i
o Backbone 0.5
3. Density index E
Side chain or base 88:
<Dens> = 0.2084,0 = 0.0516 1.5-
B> 60. 60.7
Backbone 30.
4. B-factor
Side chain or base 30.- |
60.-
1.00
5. Connect 0.50-
LRDPQHDLERVKKPEWVILIGVCTHLGCVPIANAGDFGGYYCPCHGSHYDASGRI RKGPAPLNLEVPSYEFTSDD)
residue number m 8 ;‘ S 8 ,‘:' cTo' E-,'
- -~ — - - - - i
chain identifier R
VN.A. (GLY) g-g’ r
Backbone i B
1. Shift 1
’ ) 1.04
Side chain or base 204
o =0.1198A 3.0-
m<o0s8 0.807

Backbone 0.904

2. Density correlation

Side chain or baseo_ggzl_];
0.8

H>30 W>15 %'8:
Backbone 0:57
3. Density index
Side chain or base gg:
<Dens> = 0.2084,0 = 0.0516 1.5-

> 60. 60.
Backbone 30.[
4. B-factor -

Side chain or base 30.

60.

1.00

5. Connect 0.50-
MV IV

residue number

chain identifier R

LEGI RKWYYNAAGFNKLGLMRDDTIHENDDVKEAI RRLPENLYDDRVFRIKRALDLSMRQQ!I LPKEQ|
N o o o o N
N o™ < n © ~
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Structure Factor Check
1PPJ

Local estimation (26)

V NA. (GLY) ] 2-8:
ackbone 104
1. Shift
Side chain or base
0 =0.1198A
W<o0s8 0.80

Backbone 0.90+

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

Hl>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.2084,0 = 0.0516
> 60.
Backbone
4. B-factor
Side chain or base 30.
60.-
1.00
5. Connect 0.50-
WTKYEEDKSYLEPYLKEV I RER(}QEREEWAKK GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTR
residue number N S S ] — < - b
chain identifier S 1
V N.A. (GLY) 3-8*
- Backbone 1:0:
1. Shift B
1o T O L[ [ PO O
Side chain or base 204
o =0.1198A 3.0-
m<o038 0.80q

Backbone 0.90+1

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

I N [T —— T
T "TT"IT "T™THFPTHH

1.54

>3.0 >15
| ] 104

Backbone

o T T brere) oL e b C T e

3. Density index

[
Sidechainorbaseg.g:UJH_\_H—LLUJUJJ—LMJ—LUJHLULU DEI’JLULHJ LUHJ o= o™
<Dens> = 0.2084,0 = 0.0516 1.5-
W > 60. 60.
e 2 17110 O I
4. B-factor
60.
1,007 i
5. Connect 0.50 -
= TR

residue number

chain identifier [T

ACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPAA
— —

I
©

™
~

(9]

N

()
™

LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTE
™

™
<

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (27)

V N.A. (GLY) 3.0 r
Backbone %'07 B
1. Shift E:
Side chain or base ] B
0 =0.1198A L
m<o8 0.80
Backbone 0.90+
2. Density correlation T LL
Side chain or base).90 L
W>30 @>15 r
Backbone B
3. Density index —
Side chain or base B
<Dens> = 0.2084,0 = 0.0516 L

> 60.
Backbone
4. B-factor
Side chain or base 30. [
60.
1.00
5. Connect 0.50 £
EDCTEELLDFLHARDHCVAHKLFNSLK| [AAVPATSESPVLSVLCRESLRGQAAGRPLVASVSLNVPASVRY
residue number @ 8 Q % g g g ﬁ l
chain identifier U W
V N.A. (GLY) 3.0

Backbone

1. Shift 1'0:7TWTWWW—WW—WW—WWWW_WW o o D O

: ! 1.0

Side chain or base 204

0 =0.1198A 3.0-
E<o08 08 r
Backbone 0.9 -

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

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.2084,0 = 0.0516

W > 60. r
Backbone D I I I L

4. B-factor L
60. L

1.00 =

> Connea 050} [ o il [

I ]

=

residue number

chain identifier

-
-

N

APTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADAIYEHINEGKLWKHIKHKYENK
— -

I — -
™ < Yo} ©

>>20137]
([@ 2009

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (28)

2. Density correlation

Side chain or baseQ.90+

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

1. Shift “"hH e I 00 00000 <0000 oedoeo=oodl
: ; 1.0+ -

Side chain or base 204 L

0 =0.1198A 3.0- -
m<o08 0.80 r
Backbone 0.90+ I D I I I =

,] D I s S - =z 0 _ = D = O — L

W>30 W>15 1
Backbone

3. Density index

Side chain or base 88: L
<Dens> = 0.2084,0 = 0.0516 1.5 =
H> 60. 60. i

e IR EERN RN RRRR N I
4. B-factor L

Side chain or base 30. L

60.- -
1.004 r
5. Connect 0.50 +
g O 0 A 4 [ N
residue number 5 E g g g g = g = g = E = = E
R B N S S Si & & S S 8 &
c 5 b b g PR

VNA. (GLY) g
Backbone 1:
1. Shift
Side chain or base %
o =0.1198A 3.

2. Density correlation

Side chain or base).90

W<08 0.80q
Backbone 0.90q I

0.80- =
H>30 W>15 %8: L
3. Density index - L
Side chain or base g_)g: [

<Dens> = 0.2084,0 = 0.0516 1.5-

B> 60. 60.
4. B-factor

Side chain or base 30.- -
60.- =
1.00 r
5. Connect 0.50- 3
. o [ WWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWW

residue number |4 o — N 52} < 0 ©

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

2] < < < < < < <

chain identifier P

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (29)

V N.A. (GLY) 2-8: C
; pecktone W W, [ S TS SR, B S g S 5 S
1. Shift & r
: : 1.04
Side chain or base 204 L
0 =0.1198A 3.0~ L
m<o0s8 0.80 r
Backbone 0.90+ I
2. Density correlation e =
Side chain or base).90 L
0.80- L
W>30 @>15 15
Backbone ég mﬂ ﬂ
3. Density index e r
Side chain or base 88: L
<Dens> = 0.2084,0 = 0.0516 1.54 =
B> 60. 60.7 r
4. B-factor & r
Side chain or base 30. =
60.- =
1.004 r
5. Connect 0.50- -
WWWWW%WWWWWWWWW(\%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW%WWWWWWWWW&WWWWWWWWW%WWWWWWWWW
residue number ~ 5} =X} o — N 2]
o o o — - - -
< < < < <~ < <
chain identifier [P
V NA. (GLY) g-g: C
: packbone 120’WWWW%MHMWWHW’
1. Shift 2 =
: ) 1.04 =
Side chain or base 20 L
0 =0.1198A 3.0- =
m<o038 0.80q r
Backbone 0.90q -

2. Density correlation

Side chain or base).90 L
0.80- L

W>30 @>15
Backbone

3. Density index

1.54
1.04
0.5+

e L I il ol O et e O Bl e L

Side chain or base g_)g: [

<Dens> = 0.2084,0 = 0.0516 1.5- L
W > 60. 60.

4. B-factor e L

Side chain or base 30.- L

60.- L

1.00 =

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (30)

V N.A. (GLY) 2-8: C
; pecktone 10 o o el ] il e s, B el e B,
1. Shift & =
" ! 1.0+
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o0s8 0.80+ r
Backbone 0.90+ I
2. Density correlation e =
Side chain or base).90 L
0.80- L
W>30 @>15 %g
o Backbone O:5
3. Density index e
Side chain or base 88: L
<Dens> = 0.2084,0 = 0.0516 1.54 =
B> 60. 60. r
4. B-factor & r
Side chain or base 30. =
60.- -
1.00, r
5. Connect 0.50- -
WWWWW%WWWWWWWWWI%WWWWWWWWW&SWWWWWWWWWL\%WWWWWWWWWI%WWWWWWWWW&SWWWWWWWWWL\%WWWWWWWWW
residue number N Fu o 2] < Yo} ©
N <) o o =} o o
< N N N N N N
chain identifier [P
V NA. (GLY) g-g: C
- Backbone 104
1. Shift & =
) ) 1.0 L
Side chain or base 20 L
0 =0.1198A 3.0° L
m<o038 0.80q r
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> = 0.2084,0 = 0.0516

1.54
1.04
0.54

0.5+
1.04
1.5-

T BT Al T AN R

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

60.- L

1.00 =

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (31)

V NA. (GLY) 2-8: r
S 5 [ O I N WS | I ¥ S e e Ul | |
1. Shift E L
: : 1.04
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o038 0.80 r
Backbone 0.90+ I
2. Density correlation - =
Side chain or base).90 -
0.80- -
H>30 H>15 %g r
o Backbone O:5 L
3. Density index e =
Side chain or base (]?8: B
<Dens> = 0.2084,0 = 0.0516 157 L
m> 60. 60. r
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WWWWWL\%WWWWWWWWWI%WWWWWWWWWI%WWWWWWWWW&WWWWWWWWW'V\VWWWWWWWWW,&WWWWWWWWW,&WWWWWWWWW
residue number Y9} © ~ ~ o ™ <
< =1 — o =) =] o
o~ N N < < < <
chain identifier [P
V N.A. (GLY) g-g: r
i peckbone 120’%%%%%%%%’
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.1198A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80 -
S H RN LN In Bkl
Backbone .
0.5
3. Density index E d 1 [Th
Side chain or base gg: L
<Dens> = 0.2084,0 = 0.0516 15]
> 60. 60. -
Backbone 30. -
4, B-factor = =
Side chain or base 30.4 -
60.- -
1.004 r
5. Connect 0.50 3
residue number o © ~ © o o — [V
=] o o =] =] = = -
& < < < < < < <
chain identifier P

SFCHECK 7.03.16




Structure Factor Check
1PPJ

Local estimation (32)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
; packbone lzo’wwmﬂﬁrrhﬂwﬂ?ww*

1. Shift e L

! ! 1.0+

Side chain or base 204 L

o =0.1198A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

0.80- L

H>30 W>15 %g: B
3. Density index e L
Side chain or base (]?8: L

<Dens> = 0.2084,0 = 0.0516 1.5- -

W> 60. 60.7 -
Backbone 30. i
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW

residue number o — N 2] < Yo} ©

=} o o =} =} =] =}

< < < < < < <

chain identifier [P
V N.A. (GLY) g-g: r
- Backbone 104

1. Shift = L
. . 1.0 L
Side chain or base 204 L
0 =0.1198A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -

2. Density correlation

Side chain or base).90

0.80- =
H>30 W>15 %8: B
3. Density index - L
Side chain or base g_)g: [

<Dens> = 0.2084,0 = 0.0516 1.5-

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

60.- L

1.00 =

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (33)

2. Density correlation

Side chain or base0.90+ L
0.80- L

VNA. (GLY) 2-8: L
; packbone 1ZO’WWWHWWMWW’

1. Shift E =

! ! 1.0+

Side chain or base 204 L

o =0.1198A 3.0- —
m<08 0.80+ r
Backbone 0.904 i

H>30 @>15
Backbone

3. Density index

1.5+

0.55

Side chain or base (]?8: L
<Dens> = 0.2084,0 = 0.0516 1.5 =
B> 60. 60.7 r

Backbone 30. i
4. B-factor & =

Side chain or base 30. r

60.- -
1.00, r
5. Connect 0.50- -
WWWWW‘V_\I.WWWWWWWWW‘V_V|WWWWWWWWWL\/‘WWWWWWWWW‘V_\I'WWWWWWWWW‘V_V|WWWWWWWWWL\/{WWWWWWWWW%WWWWWWWWW

residue number — [N] ™ < o) © —

o =} =} o o o o

< < < < < < <

chain identifier [P

VNA. (GLY) g-g’ r
- Backbone i L
1. Shift 2 =
’ ) 1.0 E

Side chain or base 20 L
0 =0.1198A 3.0° L
m<o038 0.80q r

Backbone 0.90q -
2. Density correlation e r

Side chain or base).90 r

0.80- -
H>30 W>15 %-5’

Backbone Og:

3. Density index 4 =

Side chain or base gg: [
<Dens> = 0.2084,0 = 0.0516 1.5- =
H> 60. 60. r

Backbone 30. |
4. B-factor & =

Side chain or base 30.4 -

60.- =
1.00 r
5. Connect 0.50- r
WWWWWWWWWWWWWWWWWWWWWWWWWWWWW%WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW
residue number N 8 g ~ 2 3 3 2
g ~ © 9 < < < <
chain identifier P
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Structure Factor Check
1PPJ

Local estimation (34)

2. Density correlation

Side chain or baseQ.90+

VNA. (GLY) 2-8: L
e ) T S S S IS | B M By I e wea— YR

1. Shift = =

! : 1.0+

Side chain or base 204 L

o =0.1198A 3.0- —
m<08 0.80+ r
Backbone 0.90+ i

0.80- L
H>30 W>15 %g: L
o Backbone 0.5 rﬂ rﬂ [
3. Density index & r
Side chain or base (]?8: L
<Dens> = 0.2084,0 = 0.0516 1.54 =
H> 60. 60. i
4. B-factor e L
Side chain or base 30. L
60.- -
1.004 r
5. Connect 0.50- -
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWL\%WWWWWWWWW
residue number % 8 8 2 2 % =
< < 0 [Te} n Vo) g
chain identifier [P
VN.A. (GLY) g-g: L
; eckbone 1:0’WWW
1. Shift 5 r
: ) 1.0 L
Side chain or base 20 L
0 =0.1198A 3.0- =
m<o038 0.80q r
Backbone 0.90+ [
2. Density correlation E L
Side chain or base).90 L
0.80 -
E>30 H>15 %8 B
o Backbone 0:5

3. Density index - L
Side chain or base g_)g: [

<Dens> = 0.2084,0 = 0.0516 15]

> 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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Structure Factor Check
1PPJ

Local estimation (35)

VNA. (GLY) 2-8: r
: pectbone U EAS  BGET | TR WSS, S S OSSO, | S5 ) SRS B
1. Shift e =
" ! 1.0+
Side chain or base 204 L
0 =0.1198A 3.0- —
m<o038 0.80 r
Backbone 0.90+ -
2. Density correlation E =
Side chain or base).90 L
0.80- L
H>30 W>15 %g
o Backbone O:5 m
3. Density index e L
Side chain or base 88: B
<Dens> = 0.2084,0 = 0.0516 1.5 =
W> 60. 60.7 r
4. B-factor e =
Side chain or base 30. -
60.- -
1.004 r
5. Connect 0.50- -
WWWWWL\%WWWWWWWWWI%WWWWWWWWWI%WWWWWWWWWL\‘\SWWWWWWWWW‘VLI'WWWWWWWWWL\/‘WWWWWWWWW‘V_V.WWWWWWWWW

residue number o — N (] o ™ <

— - - - o o o

< < < < & ® ™

chain identifier P

V NA. (GLY) g-g: r
e e e e e T e e Wl o el
1. Shift & =
’ ) 1.0 L
Side chain or base 204 L
0 =0.1198A 3.0~ =
m<o038 0.80q r
Backbone 0.90+1 -
2. Density correlation E =
Side chain or base).90 -
0.80- -
m>30 W>15 %’8: r
Backbone 054 H_l_,_H—L B

3. Density index
Side chain or base
<Dens> = 0.2084,0 = 0.0516

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

60.- L

1.00 =

5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (36)

2. Density correlation

Side chain or base0.90+ L

VNA. (GLY) 2-8: L
L P T el Mo P T e e B D e e B e et

1. Shift e =

B : 1.0

Side chain or base 204 L

o =0.1198A 3.0- —
m<08 0.80q r
Backbone 0.90+ i

0.80- L
m>30 @>15 i
o Backbone 0.5 J_m
3. Density index e
Side chain or base 88: L
<Dens> = 0.2084,0 = 0.0516 1.54 =
B> 60. 60.
4. B-factor & r
Side chain or base 30. =
60.- -
1.00, r
5. Connect 0.50- -
WWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW&WWWWWWWWW&WWWWWWWWW&‘WWWWWWWWW
residue number o Fu N 2] < Yo} ©
S o =} o =} o o
o (2] ™ o (2] ™ o
chain identifier [P
V NA. (GLY) g-g: C
; packbone 1ZO’WWWWMWWMWM’
1. Shift 1 =
’ ) 1.0 E
Side chain or base 20 L
0 =0.1198A 3.0- =
m<o038 0.80q r
Backbone 0.90q -

2. Density correlation

Side chain or base).90 L
0.80- L

W>30 @>15
Backbone

3. Density index

oL L I Lo A s T T B o T

Side chain or base g_)g: [

<Dens> = 0.2084,0 = 0.0516 1.5-

H>60. 60.

4. B-factor 5 r
Side chain or base 30.4 [
60.- =
1.00 r
5. Connect 0.50- r

residue number

chain identifier

SFCHECK 7.03.16
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Structure Factor Check
1PPJ

Local estimation (37)

V NA. (GLY) 2-8: r
; pecktone l:ofﬁ%wmf
1. Shift e =
" ! 1.0+
Side chain or base 204 L
0 =0.1198A 3.0- —
W<038 0.80 r
Backbone 0.90+ I
2. Density correlation - =
Side chain or base).90 L
0.80- L
H>30 W>15 %g
o Backbone O:5
3. Density index e =
Side chain or base 88: B
<Dens> = 0.2084,0 = 0.0516 15] L
m> 60. 60.7 M
Backbone 30.4 -
4. B-factor e =
Side chain or base 30. -
60.- -
1.00, r
5. Connect 0.50- -
WWWWW%WWWWWWWWW‘%WWWWWWWWW(\%WWWWWWWWW‘%WWWWWWWWW‘%WWWWWWWWW(‘%WWWWWWWWW‘%WWWWWWWWW
residue number — [\ [52] < [¥e) © ~
o =} o o o o o
o (2] ™ o (2] ™ o
chain identifier [P
V N.A. (GLY) g-g: r
- Backbone 104
1. Shift E =
’ ) 1.0 L
Side chain or base 204 L
0 =0.1198A 3.0- L
m<o08 0.801 r
Backbone 0.90+1 ~
2. Density correlation = 5
Side chain or base).90 ~
0.80- =
H>30 W>15 15 r
Backbone 1.0 [
L 0.5 o =
3. Density index - =
Side chain or base g_)g: B
<Dens> = 0.2084,0 = 0.0516 1:57 —
B> 60. 60.+ r
Backbone 30.1 -
4, B-factor = =
Side chain or base 30.4 -
60.- L
1.00 r
5. Connect 0.50 =
(V\\I‘WWWWWWWWW(V\VIWWWWWWWWWWWWWWWWWWWWWWWWW
residue number [+ I3 » o
% 8 © ™
chain identifier P
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