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

Structure Factor Check
3L70

Title: CYTOCHROME BC1 COMPLEX FROM CHICKEN WITH TRIFLOXYSTROBIN
BOUND
Date: 27-DEC-09
PDB code: 3L70
Crystal Structure Factors
Cell parameters: Input
af 19%9021 2 b 91083699 & _C:ggd")%sd' 4 Nominal resolution range: 58.3 - 2.68 A
o ' B: : v: : Reflections in file: 204662
Space group: P 2121 21 Unique reflections above 0: 204662
above b: 197005
above &: 125837
SFCHECK
Nominal resolution range: 58.3- 2.75A

M odel
32653 atoms (19 water molecules)

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

Number of chains: 51

Volume not occupied by model: 62.0 %

<B> (for atomic model): 65.6 A2

o(B): 20.61 AN2

Matthews coefficient: 4.06

Corresponding solvent % : 69.47
Refinement

Program: CNS 1.1

Nominal resolution range: 25.0 - 2.75 A

Reported nominal resolution: 2.00 A
Reported R—factor: 0.267
Number of reflections used: 191247
Reported Rfree: 0.30
Sigma cut-off: N.A.

Used reflections: 191524
Reflections out of resolution: 13138
Completeness: 99.3 %
R_stand(F) = g(F)>/<F>: 0.063
Anisotropic distribution of Structure Factors

ratio of eigen values: 1.0000 0.5090 0.501f4
B_overall (by Patterson): 45.AN2
Optical resolution: 2.05A
Expected opt. resol. for complete data set: 2.05|A
Estimated minimal error: 0.069 A

Model vs. Structure Factors

R-factor for all reflections: 0.310
Correlation factor: 0.861
R-factor: 0.309

for F>2.00

nom. resolution range: 24.99 — 2.75A
reflections used: 184828
Rfree: 0.332
Nfree: 9231
R-factor without free—refl.: 0.307
Non free-reflections: 175597
<u> (error in coords by Luzzati plot): 0.491 A
Estimated maximal error: 0.300 A
DPI: 0.319 A
Scaling

Scale: 0.474
Bdiff: -8.04

Anisothermal Scaling (Beta):
9.6531 -2.3386 —2.0465 0.0000 0.0000 0.0

Solvent correction — Ks,Bs: 0.696 250.083
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Local estimation

VNA. (GLY) 2-8: B
- Backbone 10 |
1. Shift

TS PP L VL L DL OOV E | [V [V VECF O O Vo I T

: ; 1.0
Side chain or base 204 L
3.0

2. Density correlation -
Backbone
m> 60. 60. T
SOOE U i
1.00-
5. Connect 0.5&W +

0 =0.1351A
m<o0s 0.804 i
packbone O.QGM Mi
Side chain or baseQ.90-] I:l:r::IT:]TI:D I D D I I [7
0.80-
H>30 @>15 1.59
3. Density index = — r
T | = ore i i
Side chain or base 1.04
<Dens> = 0.0722,0 = 0.0097 15-
Side chain or base 30.
60.
AATYAQTLQNIPETNVTTLDNGLRVASEESSQPTCTVGVWI GAGSRYENEKNNGAGY FVEHLAFKGTKKRPCAAF
residue number (A b b - b s 3 N

— N ™ < [Te) © N~

chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
= 0.807 [
Backbone 0.90+ |
2. Density correlation =
Side chain or base).90

0.80-

W>30 W>15 1.57

1.0
Backbone 0.5

3. Density index -

A 11 T
oot P T T PO LA =0 P PR

<Dens> = 0.0722,0 = 0.0097

. 60. = TTTT] B |
Backbone 30. W W W W_Wi
4, B-factor
60. — — —— =
1.00 M
5. Connect 0.501 I

EKEVESMGAHFNGYTSREQTAFY I KALSKDMPKVVELLADVVQNCALEESQIEKERGVILQELKEMDNDMTNVTEF
— - - — -

residue number b o o — I ™ <
— — — — —

chain identifier ~ |A
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Local estimation (2)

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

1. Shift
. ) 1-0*MM%WMM7
Side chain or base 20 L
0 =0.1351A 3.0° —
m<o038 0.807 B

peckdone 997 MMM
2. Density correlation - W[r:[lq] D:F::vljjz[i

H>30 @>15
Backbone

3. Density index

Side chain or base

s S
==
Side chain or base0.90+
0.80-
1.5
1.0 L
0.5 B
0.5+ L
1.0+ L
<Dens> = 0.0722,6 = 0.0097 1.5- — —

B> 60. O [T
4. B-factor
Side chain or base 305MM m I
60.- S —

1.00

5. Connect 0.50- T T -

DYLHATAFQGTALARTVEGTTENIKHLTRADLASY IDTHFKAPRMVLAAAGG|I SHKELVDAARQHFSGVSFTYKE
: o} — I — ) ) — I
residue number [ © ~ © > o = ~
= — — — I 3 N ~
chain identifier ~ |A

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A A
m<038 0.8
Backbone 0.9
2. Density correlation == VIR T FT | T e VA T e T IV FITZ'WV FD O = O
Side chain or baseo_gg] -

H>30 @>15
Backbone

3. Density index

Side chain or base
<Dens> = 0.0722,0 = 0.0097
W > 60.
Backbone
4. B-factor
Swie chain orbase 30-: IM :I]M
60. — ! —
1.00
5. Connect 0.50 -
DAVPILPRCRFTGSE| RARDDALPVAHVALAVEGPGWADPDNVVLHVANAI IGRYDRTFGGGKHLSSRLAALAVE
residue number b= 3 o ° = b >
« N 3\ ~ o~ I3 13\
chain identifier ~ |A
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Local estimation (3)

V N.A. (GLY) 2-8: C
- Backbone 10 |
1. Shift
; i 1.0
Side chain or base 204
0 =0.1351A 3.0~ -
m<o0s8 0.804 r

Backbone 0.90+

2. Density correlation

Side chain or baseQ.90+

0.80- L
H>30 .>1.sB %g
3. Density index &
Side chain or base ggiwwm_‘ ]_D_D]—D LU_LU—,:\‘U u W UJ B
<Dens> = 0.0722,0 = 0.0097 1.5- =
B> 60. 60.7

4. B-factor =
Side chain or base 30.7M M/U_H—L --.
60.- —
1.00
5. Connect 0.50- -
HKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMRLCTSTTESEVKRAKNHLRSAMVAQLDGTTPV
residue number = o b pad g b bl N
)
chain identifier ~ |A
V N.A. (GLY) 3-8*
- Backbone 1:0:
1. Shift e
. . 1.0
Side chain or base 204
0 =0.1351A 3.0-
m<os 0.807

Backbone 0.90q

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

H>30 W>15 1.57

1.0
Backbone 0.5

3. Density index -

Side chain or base 28:
<Dens> = 0.0722,0 = 0.0097 1.5-
> 60. 60. [
Backbone 30.]
4. B-factor
Side chain or base 30,“
60.
1.00
5. Connect 0.50-

i

residue number

chain identifier

CETIGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY | YDKCPALAAVGPIEQLLDYNRIRSGMYWI
— i — - - — -

A

20

GA ED|

[s]
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Local estimation (4)

Backbone
2. Density correlation

O'Q‘TLWMWW i
ool YO T T T T

VNA. (GLY) 2-8: L
- Backbone 1:07 |
1. Shift
: ; 1.0+
Side chain or base 204 L
0 =0.1351A 3.0- -
m<08 0.80 r

H>30 m>15 XA r
2D o B;ckbone 0.5 L
. Density index = =
Side chain or base 28: U—W \%{D:I]_U D_[D_WDTDVW:
<Dens> = 0.0722,0 = 0.0097 1.5 =
W > 60. 60. — — —
packbone 30_]] I -_W -I
4. B-factor =
Side chain orbase 30-v_v-v-v[ l m J:7
60. LH = L L
1.00
5. Connect 0.50 +
LEITKLPNGLI IASLENFSPASRIGVFIKAGSRYETTANLGTAHLLRLASPLTTKGASSFRITRGIEAVGGSLSV
residue number 8 g 8 8 ,‘2 8 8
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<os 0.807 r
peckdone O'Q&Mﬂmmmf
2. Density correlation E = e~ —~oNVpppE =r
Side chain or base).90 D I . I I I D F l:I] -

0.80-

m>30 W>15 i
Backbone éL)
3. Density index
Side chain or base ggjﬁ - U—U—u u u U—‘ LLU LLU_I_UJ—M—UJ u_u LU—LU—LL
<Dens> = 0.0722,0 = 0.0097 1.5
W > 60. 60. [ ]
4. B-factor
60. —
1.00
5. Connect 0.50-

residue number

chain identifier
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Local estimation (5)

V N.A. (GLY) 2-8: C
- Backbone 104 L
1. Shift

i i 1.0+ o

Side chain or base 204

0 =0.1351A 3.0-
m<o0s8 0.804 r
Backbone 0.90+ I

2. Density correlation
Side chain or baseQ.90+

il R iR !

T 1177

0.80-
W>30 @>15 %g B
o Backbone O:5 H’ L
3. Density index 05] L = = o= 00 i
Side chain or base 1'07 L
<Dens> = 0.0722,0 = 0.0097 1.51 =
H> 60. 60. i
packoone 3OE.I:.: _
4. B-factor
Slde Chain * base 30]::.: “r-_‘
60.
1.00
scomex ua (I |
NPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGIGVKHSDLKQVAEQFLNIRSGAGTSSAKATYWGGEI REQN
residue number 8 > 8 8 8 8 <Or
— - N [aV) N N N
chain identifier B
VN.A. (GLY) g-g: L
- Backbone 104
1. Shift 5 T
. . 1_07; DI][D%UD EDHJ—H—LLU—UDDMLDJMDDMMDDD BN oM
Side chain or base 20 L
0 =0.1351A 3.0~ =
m<o038 0.80q r

Backbone

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

L f
T 1I'Mmrirt'Tt

1.54
1.0+
0.5+

W>30 @>15
Backbone

o

3. Density index

1

Side chain or base gg: Lw LU U Lo VI_MJ LLM—H Lu v = w Lu—w
<Dens> = 0.0722,0 = 0.0097 1.5-
B> 60. 60.
4. B-factor E -
60.- L
1.004 L
5. Connect 0.50 W ﬂ“ |

residue number

chain identifier
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Local estimation (6)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.04
Side chain or base 204 L
0 =0.1351A 3.0- -
m<08 0.80

Backbone 0.90+

Mi

2. Density correlation

R T
seommwonl = =TI CTYHERTT T TR

W>30 W>15 1-8’
Backbone 1.0

o 0.5+
3. Density index

v TH P = e I O
Side chain or base 8 8 :[D:II[:DJ D: W u—u Lu B
<Dens> = 0.0722,0 = 0.0097 1.5- =
W> 60. 60.

Backbone 30.

Side chain or base 30.

60.

1.00

5. Connect 0.50

I M

E
residue number

chain identifier B

YTI SQAAHAGEV I RAAMNQLKAAAQGGVTEEDVTKAKNQLKATYLMSVETAQGLLNEIGSEALLSGTHTAPSVV
o o o o o o o

™ < 0 O ~ [o0) (o2}
™ (2] ™ ™ ™ ™ ™

VN.A. (GLY) g-g: L
: Backbone 101 Crr e e e L T T

1. Shift e O OO L O O [
1.0+ r

Side chain or base 20 L

0 =0.1351A 3.0- —~
m<08 0.801 i

Backbone 0.904

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

0.80

| N | |
BETITIFT Ty g™ 7

ﬁmfrrrmﬂﬂmwf

H>30 @>15 1.59
Backbone 1.07

heil |

o 0.5
3. Density index

et W TS HEUTOE U T
<Dens> = 0.0722,0 = 0.0097 1‘5

> 60.
Backbone
4. B-factor
Suie chain erbase 30 -'_ _

1Mo
e

100
> Connedt >0 W FWW [
AQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL] [MAPNIRKSHPLLKMINNSL IDLPAPSNISAW
residue number | S 9 Q S = b by s
< < < < - N ®

chain identifier B

C
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Local estimation (7)

0.80- =

V NA. (GLY) 2-8: r
N ) hn=Aanan il nanneannnnh=nnnnantaiuns)=nianinnununnliNun=RUnNnN= s RO NRRNnRRTY
1. Shift

secnamn base 10 VLN L] I CFVCLLL PP LLHL L O P L O L [T LA (PO P
Side chain or base 204 L
0 =0.1351A 3.0- —
m<o08 0.80 r
Backbone 0.90+ -

2. Density correlation = E— mee - - Ve Y T m o ey
Side chain or base0.90+ L

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0722,6 = 0.0097

5)
0
5)

> 60.
Backbone
4. B-factor
Side chain or base 30.*ﬁWMMMMWM@W{,
60.- -
1.00
5. Connect 0.50- -
NFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQYGWL IRNLHANGASFFFICIFLHIGRGLYYGS
residue number ;‘ UP" 5‘ ,‘:‘ oFo' 5‘ §
chain identifier  |C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<os 0.807
Backbone 0.90+1
2. Density correlation & = e —
Side chain or base).90+ D W D%:DVEI]:D] -

H>30 @>15
Backbone
3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097
W > 60.
Backbone
4. B-factor =
Side chain or base 30. AU_D_U—LDI[f
60.- L L L
1.00 L
5. Connect 0.50 -
YLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLFSAIPY I GHTLVEWAWGGFSVDNPTLTRFFAL
residue number b b - 3 o o 2 b=
— — — — — — — —
chain identifier C
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Local estimation (8)

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

V NA. (GLY) 2-8: r
P tannaalinnalnnasninn=aungAninnasnanindiizAnaghnnzA=nnnnsninnbninanninnniia}
1. Shift
o chamorbase 1.0 L P TACAC V=0 PR A O PO P HAEOOVE T
Side chain or base 20
0 =0.1351A 3.0~ -
m<o0s 0.80 r
Backbone 0.90+

W>30 @>15

<Dens> = 0.0722,0

3. Density index

Backbone

Side chain or base
= 0.0097

5]
.0
45

15
.0
L
0.
0.

2. Density correlation

Side chain or base0.90+ W_'—‘_H—U u—u

Backbone

B> 60. 60.7 — R S r
sl Sinnnini
4. B-factor
U] | L T Tt
60.- — - e L
1.00
5. Connect 0.50 +
HFLLPFAIAGITIIHLTFLHESGSNNPLGI SSDSDKIPFHPYYSFKDILGLTLMLTPFLTLALFSPNLLGDPENF
residue number o g o b o ;' b
— N N N N N N
chain identifier  |C
V N.A. (GLY) 2-8* r
e o O e e e O e T e e T
1. Shift = L
Side chain or base 204 B
0 =0.1351A 3.0- =
m<os 0.807 r

H>30 E>15

Backbone

3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097

M > 60. [
4. B-factor & = =
60.- — _ L
1.00
5. Connect 0.50 -
TPANPLVTPPHIKPEWYFLFAYAILRSI PNKLGGVLALAASVLILFLIPFLHKSKQRTMTFRPLSQTLFWLLVAN
residue number o 2 o b=y 3 hat b b=
~ ~ I Q ® ™ ™ ©
chain identifier C
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Local estimation (9)

V NA. (GLY) 3.0

S nnlinannsNannnnnnnandnndinnanzsannniinnnsinninj=asansui i nnnlnnannnninhy
1 snift

Side chain or base
0 =0.1351A

m<o08 0.80
Backbone 0.90+

2. Density correlation

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097

Il > 60.
Backbone
4. B-factor
Side chain or base 30. u V.MNU_U—LU_U»7
60.- — —
1.00
5. Connect 0.50 F L
LLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENKMLNY] [GELELHPPAFPWSHGGPLSALDHSS
residue number g o ° = = b by
%) ™ ™ ™
chain identifier  |C D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<o08 0.801
Backbone 0.90+
2. Density correlation E
Side chain or base).90

0.80-

H>30 E>15 L
Backbone é
3. Density index -
Side chain or base gg:
<Dens> = 0.0722,0 = 0.0097 1.5-
B> 60. 60.
Backbone 30.
4. B-factor &
Side chain or base 30.
60.-
1.00
5. Connect 0.50

residue number

chain identifier D

™

VRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEVEVQDGPDENGELFMRPGKI SDYFPKPYPNPEA
I — - - bl I

-
<

Lo © ~ © o
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Local estimation (10)

2. Density correlation

Side chain or base0.90+

VNA. (GLY) 2-8: L
W nn=nnllEanannninnnsnnin=sinnnlinialnnzaisnnnniinneiinnnninnannnlnnhunninnss
1. Shift

- Lo TP MM N T AR M A AR e
Side chain or base 204 L
0 =0.1351A 3.0° —
m<o038 0.801 i

Backbone 0.904

-1 e me = . ;ri_lﬁ_l_l—mﬁ(i

OIBGD Tmﬁv—www = ‘—TLI:':‘:TE

H>30 E>15
Backbone

3. Density index

15
1.0
0.5
0.
1.

Slde Chain * base :m
<Dens> = 0.0722,0 = 0.0097 .
> 60.
Backbone
4. B-factor
Side chain or base 30.7W m I/M/U—LM—UJ_U—L m [
60.- — — — -
1.00
5. Connect 0.50- -
ARAANNGALPPDLSY | VNARHGGEDYVFSLLTGYCDPPAGVVVREGLHYNPYFPGQAIGMAPPIYNEILEYDDGT
residue number = o b o :r' b bl N
~ - — - - — - -
chain identifier D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<os 0.807 r
Backbone 0.90+1 -
2. Density correlation — —_— e
ycorreat =0 = o=~ =] g Eama
Side chain or base).90+ -

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0722,0 = 0.0097

Side chain or base

W > 60.
Backbone

4. B-factor e ——
60.- il — e
1.00

5. Connect 0.50 -

PATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL | SALLTSLLYYMKRHKWSVLKSRKMAYRPPK] [VHNDVTV
residue number o > 3 4 N bt s
= — « N ~ « N

chain identifier D E
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Local estimation (11)

3. Density index

V NA. (GLY) 2-8: r
- Backbone 104
1. Shift
" ! 1.0+
Side chain or base 20
0 =0.1351A 3.0-
m<o08 0.80
Backbone 0.90+
2. Density correlation -
Side chain or base0.90+
0.80-
H>30 W>15 ] r
e g_}:ﬂﬂﬂ:

<Dens> = 0.0722,0 = 0.0097 5 =
H> 60. 60.7
Backbone 30.4
4. B-factor
Side chain or base 30.+ J_U_U_I;J; M il
60.-
1.00 r
5. Connect 0.50 W*
PDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAAKNVVTQF| SSLSASADVLALSKIEIKLSDI P
residue number - by - g o b 2 =
chain identifier  [E
VNA. (GLY) g-g’ C
- Backbone 1:0: L
1. Shift
: ) 1.0 r
Side chain or base 20 L
0 =0.1351A 3.0- =
m<o08 0.801

Backbone
2. Density correlation

H>30 @>15
Backbone

3. Density index

e WE R T HIFIEINE T
0.80-

Side chain or base gg:
<Dens> = 0.0722,0 = 0.0097 1:5
W > 60. 60:
Backbone 30.
4. B-factor
60.
1,007 I
T O T

residue number

chain identifier
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Local estimation (12)

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

1. Shift
Side chain or base

0 =0.1351A

m<o08 0.801

Backbone 0.90+
2. Density correlation -

Side chain or base0.90+

H>30 E>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0722,6 = 0.0097

> 60.
Backbone
4. B-factor
Side chain orbase 30 m m
1.0(}
> Conneat ool 11| .ol .o o il st ] [
CPCHGSHYDASGRIRKGPAPYNLEVPTYQFVGDDLVVVG [GRLMDRIRKWYYNAAGFNKYGLMRDDTLYEDDDV
residue number =1 Q Q =3
g ":1 ‘0_01 2 =] N ™ <
chain identifier  [E F
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<os 0.807

Backbone

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

H>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097

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

residue number

chain identifier

KEALKRLPEDLYNERMFRIKRALDLSLKHRILPKEQWVKYEEDKPYLEPYLKEVIRCE>RLEREAWNKK
o

o o o
Yo © ~ <5}

110

)
IS)
© =

SFCHECK 7.1.01




Structure Factor Check

3L70

Local estimation (13)

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

1. Shift
o 1.0—%%%%&?%&#*
Side chain or base 20 L
0 =0.1351A 3.0- —
m<os 0.80 r

Backbone 0.90+

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

o e A1 e 1T

W>30 W>15 1-8’
Backbone 1.0

. . 0‘57
3. Density index e

Side chain or base ggim_.: D] D -
<Dens> = 0.0722,0 = 0.0097 1.5 - =

[T

W> 60. 60.
Backbone 30.
4. B-factor
60. -
1.00 r
5. Connect 0.50 "ﬁ—
ARVRHI I TYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPPFLGAYLLYSWGTQEFERLKRKNPADYENDQ
residue number N m % g uN) % Q
chain identifier |G
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<os 0.807

Backbone 0.90q

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 28
<Dens> = 0.0722,0 = 0.0097 1.5
> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.4
60.-
1.00
5. Connect 0.50-

residue number @

chain identifier H

EEEELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCTEELFDFLHARDHCVAHKLFNKLK
[ o) [} )] o)) o2}

- N ™ < Te) ©

SFCHECK 7.1.01




Structure Factor Check

3L70

Local estimation (14)

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

1. Shift =
o 10d P e O e 0 MMW
Side chain or base 204 L
0 =0.1351A 3.0~ -
m<08 0.80 I
Eackbols 0.901 w _—:—‘Hii

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

M TN rrrt

W>30 W>15 1-8’
Backbone 1.0

" 0.5
3. Density index e
Side chain or base

0.5
1.0+
<Dens> = 0.0722,0 = 0.0097 1.5-

H>60. 60.
BaCkbone 30_ IW
4. B-factor

Side chain or base 30.
60.-

1.00-
5. Connect 0.50

residue number

chain identifier

........... RPLLCRESMSGRSARRDLVAGI SLNAPASVR|
N [\ N

Yo}

©

~

ALLRQAYSAL
=

J

FRRTSTFALTVVLGAVLFER
< <

-

N

V N.A. (GLY) 3.0
Backbone

1. Shift 5 T
o onn o base 1.0- T [P U (L[ MIFEE- OO [ E i O B C L RV,

Side chain or base 20 L

0 =0.1351A 3.0~ =
W<08 0.80q r

Backbone 0.90+1

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

mm
B el il et e | B

W>30 @>15

3. Density index

1.5
1.0
ecktone O'SM
0
1

=
Side chain or base g:ﬂ LU_H W w O U"J—Lu L~ L‘_MJ LH—LHJ LY lel§ B
<Dens> = 0.0722,0 = 0.0097 1.5- - L
M > 60. 60. — —
sl g 000 ]
4. B-factor = 3
60.-
1.00 L] L
5. Connect 0.50 m N |

I

residue number

chain identifier

SFCHECK 7.1.01

A
N
™
J

FDQGADAI FEHLNEGKLWKHI KHKYEA SEE|

<
<

<
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Structure Factor Check
3L70

Local estimation (15)

V NA. (GLY) 3.0 r

- Backbone 104
1. Shift

Side chain or base
0 =0.1351A

1.04 r
2.0+ =
3.0

m<08 0.80
Backbone OIQGﬁ—q—\J_rI‘\_m

2. Density correlation -

mﬂmlﬂmmw
R I kb 1 1

Backbone

154
H>30 W>15 ]
0.5+

3. Density index E

Side chain or base 88: D [ D D I D I I E
<Dens> = 0.0722,0 = 0.0097 1.5 —
> 60. 60

Backbone 30

Side chain or base 30.

60.

1.00

5. Connect 0.50 W‘M W | ] -

residue number

chain identifier

SRYENEKNNGAGYFVEHLAFKGTKKRPCAAFEKEVESMGAHFNGYTSREQTAFY IKALSKDMPKVVELLADVVQN
[32] ™ ™ () ™ @ ]

o —
[Te] © N~ [oe] [} =1 h

N

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<os 0.807

Backbone 0.90+1

2. Density correlation E

IFMFTE ™ " " T™ITr 11
Side chain or base).90+ L
0.80- L

1.5+
H>30 W>15 3ol

0.5+

Backbone

3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097

0.5+
1.04
1.5-

B> 60. 60.
Backbone 30.

4. B-factor

60. -

1.00

5. Connect 0.501 -

residue number

chain identifier

SFCHECK 7.1.01

CALEESQIEKERGVILQELKEMDNDMTNVTFDYLHATAFQGTALARTVEGTTENIKHLTRADLASYIDTHFKAPR,
(8] (82 o™ o [32) o™ (32 [a2)

N [92] < n © N~ [ee] o
- - — - - - - -

N




Structure Factor Check
3L70

Local estimation (16)

VNA. (GLY) 39 B
- Backbone 1:07 L
1. Shift
: ; 1.04
Side chain or base 204 L
0 =0.1351A 3.0- -
m<o0s8 =

Backbone

0.80+
ol g 1 folbll ol s e

2. Density correlation

NI
p——— —= =
Side chain or base0.90+ I . I I I 1 D L
0.80-

Hl>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097

Il > 60. .
Backbone 30.
4. B-factor
60.
1.00
5. Connect 0.50- W H B
MVLAAAGG| SHKELVDAARQHFSGVSFTYKEDAVPILPRCRFTGSEI RARDDALPVAHVALAVEGPGWADPDNVV
residue number 8 2 m g g 8 8
N [aV) N N N N N
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<o08 0.801
Backbone 0.90+
2. Density correlation
Side chain or base).90+

0.80-

W>30 @>15

Backbone
3. Density index

Side chain or base
<Dens> = 0.0722,0 = 0.0097
> 60.

Backbone
4. B-factor

Side chain or base 30.

60.-
1.00

5. Connect 0.50- 3

residue number

chain identifier

SFCHECK 7.1.01

LHVANAI IGRYDRTFGGGKHLSSRLAALAVEHKLCHSFQTFNTSYSDTGLFGFHFVADPLSIDDMMFCAQGEWMR]
o (82 (a0} [ [32] ™ (82 (8]

~ @ [} o I [ [ <
N N N ™ ™ ™ ™ ™
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Structure Factor Check
3L70

Local estimation (17)

Backbone
2. Density correlation

V N.A. (GLY) 2'8:
- Backbone 1:07
1. Shift
L o,wﬂwwwﬂ%ﬂ%*
Side chain or base 204
0 =0.1351A 3.0-
m<os 0.80q

OIQGWWMW M—Fﬂ—ﬂ’p
[[:I == T
Side chain or baseQ.90+ q I I I D I
0.80

H>30 @>15

Backbone
3. Density index

Side chain or base g
<Dens> = 0.0722,0 = 0.0097 1

1.5+
1.0+
0.5+

> 60. 60.

4. B-factor

Eﬁﬂmﬁmﬂwwwu | T A R |

Backbone 30.

Side chain or base 30.

60. —*777.,7,

momy  JiW
LPERREEATAR CEEEERRE M EEEeEREE e

i
11

1.00 L
5. Connect 0.50-
LCTSTTESEVKRAKNHLRSAMVAQLDGTTIPVCET IGSHLLNYGRRI SLEEWDSRI SAVDARMVRDVCSKY [ YDKC|
residue number 4 3 Q 3 2 2 9
3] ™ ™ ™ ™ < <
chain identifier [N
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<o038 0.80q
Backbone 0.90+1

2. Density correlation

Side chain or base).90
0.80-

HW>30 @>15 1
Backbone éL)
3. Density index
Side chain or base gg:
<Dens> = 0.0722,0 = 0.0097 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 7.1.01

PALAAVGPIEQLLDYNRIRSGMYWI CPGAEDLEITKLPNGLIIASLENFSPASRIGVFIKAGSRYETTANLGT
(8] (82 (]

o [ee) o © o)

N ™ <
S ® s = ~ (32} < o
N o




Structure Factor Check
3L70

Local estimation (18)

VNA (GLY) 3.0 [
Backbone %'07 B
1. Shift
Side chain or base 51 |
0 =0.1351A
m<os 0.80

Backbone

0.904

2. Density correlation

Side chain or baseQ.90+
0.80-

H>30 @>15
Backbone

3. Density index

Side chain or base

15
1.0
0.5
0.
1.

<Dens> = 0.0722,6 = 0.0097

M > 60.
Backbone

4. B-factor

Side chain or base 30.
60.-

1.00

5. Connect

0.50+

residue number

chain identifier

AHLLRLASPLTTKGASSFRITRGIEAVGGSLSVYSTREKMTYCVECLRDHVDTVMEYLLNVTTAPEFRPWEVTDL
© 0 [} © o] [ee} @© o]

o - N o
© ~ (<] 2] - — — —

o

V N.A. (GLY)
Backbone

1. Shift

Side chain or base
0 =0.1351A

m<o08
Backbone

2. Density correlation

Side chain or base).90
0.80-

m>30 M>15 T

Backbone g‘)
3. Density index

Side chain or base g
<Dens> = 0.0722,0 = 0.0097 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

SFCHECK 7.1.01

QPQLKVDKAVAFQSPQVGVLENLHAAAYKTALANPLYCPDYRIGKITSEQLHHFVQNNFTSARMALVGI GVKHSD|
o) (e} o) [eo) (e} o) o)

< Yo} © N~ ¢} [ o
- - - - - - N

o




Structure Factor Check
3L70

Local estimation (19)

Backbone
2. Density correlation

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

1. Shift
; i 1.0 -
Side chain or base 204 L
0 =0.1351A 3.0- -
m<08 0.80 r

OIQ%M MMM7

H>30 @>15
Backbone

3. Density index

<Dens> = 0.0722,0 = 0.0097

bt L Bl BRI Al ML RE il L
0.80- L

Side chain or base gg; ﬂ/ Wﬂm Y U VLDI_D_MJ LU_HVE'VD H VI—FE
1.5-

el DG 11 D1 i 1 il i

W> 60. 60.
Backbone 30.
4. B-factor
Side chain orbase 30-_m-m
60.
1.005 L] — T
5. Connect 0.50} W =
LKSVAEQFLN IRSGAGTSSAKATYWGGE I REQNGHSLVHAAVVTEGAAVGSAEANAFSVLQHVLGAGPLIKRGSS
residue number = 2 3 @ 2 3 ® 2
N N ~N N N N N N
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<o038 0.80q r
Backbone 0.90+ =

2. Density correlation

W>30 @>15
Backbone

3. Density index

<Dens> = 0.0722,0 = 0.0097

beibnilons a1 e o L oda olon s i il

Side chain orbaseg:ggzlzlzljvl I HID]] - D I D . w j:ITI DVVI:D:D—[I I:l:[
STnil o 0 s i
Sidechainorbalse%g:uu = MWWWM UU—U u U\qu - [

W > 60. 60.
4, B-factor
60.
1.00 ] ] ]
5. Connect 0.50 ﬂ ﬂ i

residue number > ) — N %] < 0

chain identifier o

SFCHECK 7.1.01

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

N ™ ™ 0] ™ ™ ™




Structure Factor Check
3L70

Local estimation (20)

Backbone
2. Density correlation

OIQGM

Side chain or baseQ.90+

VNA. (GLY) 2-8: B
- Backbone 104 L
1. Shift
i i 1.04 o
Side chain or base 204
0 =0.1351A 3.0~
m<o0s8 0.804 7 r

i ol o oo e g Dl .
Ll i e ! i Es) e

H>30 @>15
Backbone

3. Density index

£
.0+
5]

J - Ay E veg OO ImHAF 0 ™™ L
Side chain or base 88: U/ B L
<Dens> = 0.0722,0 = 0.0097 1.5 —
B> 60. 60.
Backbone 30.
4. B-factor
Slde Chain * base Som
60.
1.00+ .l 1|
5. Connect 0.501 W ﬂT -
ATYLMSVETAQGLLNEIGSEALLSGTHTAPSVVAQKIDSVTSADVVNAAKKFVSGKKSMAASGDLGSTPFLDEL
residue number % ,°\° % % 8 ﬁ ﬁ %
3] ™ 3] ™ < < < <
chain identifier O
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<o08 0.801
Backbone 0.90q

2. Density correlation

Side chain or base).90

W>30 @>15
Backbone

3. Density index
Side chain or base
<Dens> = 0.0722,0 = 0.0097

> 60.
Backbone
4. B-factor
60.
1.00

residue number

chain identifier

SFCHECK 7.1.01

APNIRKSHPLLKMINNSLIDLPAPSNISAWWNFGSLLAVCLMTQILTGLLLAMHYTADTSLAFSSVAHTCRNVQY
N o N

N N N N IN
— ~ ™ < 0 © ~
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Structure Factor Check

3L70

Local estimation (21)

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

1. Shift

. : 1.0+

Side chain or base 20 L
0 =0.1351A 3.0- —
m<038 0.80 i
Backbone 0.90+ I

2. Density correlation

Side chain or base0.90+
0.80-

H>30 E>15
Backbone

3. Density index

Side chain or base

L,
L,
0.
0.
1.

<Dens> = 0.0722,6 = 0.0097

AR RRRONEATRRIARMIR
00 B oo ol B |

> 60.
Backbone
4. B-factor
Side chain or base 30. VEI:I:]—L
60.- — —
1.00
5. Connect 0.50-
GWL IRNLHANGASFFFICIFLHIGRGLYYGSYLYKETWNTGVILLLTLMATAFVGYVLPWGQMSFWGATVITNLF
residue number S S q o N S g
— - — - -
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
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> = 0.0722,0 = 0.0097

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

residue number

chain identifier

SFCHECK 7.1.01

S
o
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~
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Structure Factor Check
3L70

Local estimation (22)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1351A 3.0
m<o0s8 0.804

Backbone 0.90+

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

W>30 W>15 1.59
Backbone

3. Density index

Side chain or base

0.5+
1.04

<Dens> = 0.0722,0 = 0.0097 1.5-
H> 60. 60.
Backbone 30.
4. B-factor
Side chain or base 30.
60.
1.00 H
5. Connect 0.50 +
FKDILGLTLMLTPFLTLALFSPNLLGDPENFTPANPLVTPPHIKPEWYFLFAYAILRSIPNKLGGVLALAASVL I
residue number % % f})‘ % ﬁ % g
N N N N N N N
chain identifier [P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1351A
m<o08 0.801

Backbone 0.90+1

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> = 0.0722,0 = 0.0097 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- i i

FLIPFLHKSKQRTMTFRPLSQTLFWLLVANLLILTWIGSQPVEHPFI I IGQMASLSYFTILLILFPTIGTLENK
N N N N [\ N N

L

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

chain identifier

SFCHECK 7.1.01




Structure Factor Check

3L70

Local estimation (23)

2. Density correlation

VNA. (GLY) 3.0 r
Backbone %8: L
1. shift '
o Lo
Side chain or base 204
0 =0.1351A 3.0
m<o0s8 0.80
Backbone 0.901

Side chain or baseQ.90-
0.80-

H>30 W>15

<Dens> = 0.0722,0

3. Density index E

Backbone

B

Side chain or base 9-27

= 0.0097

o

> 60.

4. B-factor

Backbone

Side chain or base 30.
60.

w O
.O.Omc?

5. Connect

1.00

0.50+

J

MLNY
residue number ]

chain identifier [P Q

GELELHPPAF

N ™

PWSHGGPLSALDHSSVRRGFQVYKQVCSACHSMDYVAFRNLIGVTHTEAEAKALAEEV E|
— i I — — —

< [Te) ©

VN.A. (GLY)

1. Shift

0 =0.1351A

Backbone

Side chain or base

m<o038

2. Density correlation

Backbone 0.90q

Side chain or base).9l

v Ik | I L I | |

W>30 @>15

<Dens> = 0.0722,0

3. Density index

1.54
1.0+
Backbone 0.5

; i 0.5+
Side chain or base 1.04
1.5-

= 0.0097

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

SFCHECK 7.1.01

residue number =

chain identifier  |Q

I
[ee}

o
)
° =
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Structure Factor Check
3L70

Local estimation (24)

VNA. (GLY) 2-8: B
- Backbone 104
1. Shift
i i 1.0+
Side chain or base 204
0 =0.1351A 3.0~
m<o0s8 0.804

Backbone 0.90+

2. Density correlation
Side chain or baseQ.90+

0.80-

W>30 W>15 1-8’
Backbone 1.0-

. . 0‘57
3. Density index E
Side chain or base

0.5+
1.0+
<Dens> = 0.0722,0 = 0.0097 1.5-

Backbone 30.
4. B-factor
60.

1.00
5. Connect 0.50 S

EGLHYNPYFPGQAIGMAPPIYNEILEYDDGTPATMSQIAKDVCTFLRWAAEPEHDQRKRMGLKMLL I SALLTSLL
I — - I I i —

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

chain identifier

VNA. (GLY) 39 B
- Backbone 104
1. Shift §
) . 1.0
Side chain or base 204
0 =0.1351A 3.0-
m<o0s8 0.807

Backbone 0.90+

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

0.80

W>30 @>15
Backbone

3. Density index

Side chain or base

<Dens> = 0.0722,0 = 0.0097

> 60.
Backbone W
4. B-factor
Side chain or base 30,]1
60.
1.00
5. Connect 0.50- -

YYMKRHKWSVLKSRKMAYRPPK| [VHNDVTVPDFSAYRREDVMDATTSSQTSSEDRKGFSYLVTATACVATAYAA
residue number | & - o - = o o H |—|
BN N

chain identifier  |Q R

24

— N ™ < [Te]

SFCHECK 7.1.01




Structure Factor Check

3L70

Local estimation (25)

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
0 =0.1351A 3.0-
m<o0s8 0.80
Backbone 0.90

W>30 @>15 %g r

- o B;ckbone O:5 L

. Density index E o me
O OV = R O O -

Side chain or base (1)8:1_']:]]:.1:.—']:' u_‘ L
<Dens> = 0.0722,0 = 0.0097 1.5 =
B> 60. 60.1
4. B-factor

Side chain or base 30. ﬂ Mu

60.— — _
1.00 r
S 0% A HTi el T b
KNVVTQFISSLSASADVLALSKIEIKLSD I PEGKNVAFKWRGKPLFVRHRTQAETNQEAEVDVSKLRDPQHDLDR
id b — — ~ —
resiaue number © ~ o) o (‘3 ‘\:: ﬁ
chain identifier R
VNA. (GLY) g-g’

Backbone 1'0: L

1. Shift E e
1.0 B

Side chain or base 2'07 L
0 =0.1351A 3.0- =
m<o08 0.801 i

Backbone
2. Density correlation

Side chain or basPO.Q(%WVD:Hv—::D . I I I D I I I

0.80-

H>30 E>15 1
Backbone O.
3. Density index
Side chain or base g
<Dens> = 0.0722,0 = 0.0097 1.

5

ST T T T e, e A e e e T T e T

LT

5
0
5-

IR Y T W S

B | ol

> 60. 60.
4. B-factor
60.
1.00-
5 Comes - T At T T AT T ol

residue number

chain identifier

SFCHECK 7.1.01
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Structure Factor Check
3L70

Local estimation (26)

VNA. (GLY) 2-8: [
- Backbone 1:07
1. Shift
) ’ 1.0+
Side chain or base 204
0 =0.1351A 3.0-
m<os 0.80

Backbone 0.90H

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

0.80-

H>30 H>15 1-8’
Backbone 1.0

. . 0'57
3. Density index
Side chain or base

0.5
1.0+
<Dens> = 0.0722,0 = 0.0097 1.5-

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

1.00; —
5. Connect 0.50 S
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o o o o (=] o o

residue number 14 & F Ie) © ~ @
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V N.A. (GLY)
Backbone
1. Shift
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0 =0.1351A
W<08 0.80q

Backbone 0.904
2. Density correlation

Ll Jealla o
R vl i il e | i i il

m>30 M>15 %-8:
Backbone 0:57
3. Density index
Side chain or base gg:
<Dens> = 0.0722,0 = 0.0097 1.5
> 60, 60.
Backbone 30.
4. B-factor
Side chain or base 30,-
60.
1.00
5. Connect 0.50-
PYLEPYLKEVIRERLEREAWNKK THFGNLARVRHI ITYSLSPFEQRAIPNIFSDALPNVWRRFSSQVFKVAPP]
residue number ] § g N g N S g
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Local estimation (27)

VNA. (GLY) 2-8: L
- Backbone 1:07 L
1. Shift
1.0+ B
Side chain or base 204 L
0 =0.1351A 3.0
l<08

Backbone

0.80q
e oo Lilailn ey Lo on L Lol

2. Density correlation

H>30 @>15
Backbone

e e e e E T

3. Density index

TV W] oW o= g oo oF

el I e U iy ) ) o By

Side chain or base 8 87 L
<Dens> = 0.0722,0 = 0.0097 1.54 =
W > 60. 60-

Backbone
4. B-factor

1. OG w
scames o [T M M T TITHIT
) FLGAYLLYSWGTQEFERLKRKNPADYEND| [ELVDPLTTIREHCEQTEKCVKARERLELCDARVSSRSHTEEQCT
residue number £ 9 Q N I S g )
chain identifier [T U
VN.A. (GLY) g-g’ C

Backbone 1'0: [
1. Shift ] ST et Sl

Side chain or base % 8: L
0 =0.1351A 3.0 —~
m<08 0.801 i

Backbone
2. Density correlation

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

i
W TrTe™

W>30 @>15
Backbone

1.54

ST TS fh o 0 e, (W) 01

3. Density index
Side chain or base g g
<Dens> = 0.0722,0 = 0.0097 1. 5

PHFE OF U m = V=] WUWUUU—U

Backbone
4. B-factor
60.
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residue number S N & 2 9 3 0 <
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Local estimation (28)

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

1. Shift ' 00 meolL
; ; 1.0+ F

Side chain or base 204 L

0 =0.1351A 3.0- —
m<os 0.80 r

Backbone 0.90+

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

W>30 W>15 1-8’
Backbone 1.0

. . 0‘57
3. Density index
Side chain or base

0.5
1.0+
<Dens> = 0.0722,0 = 0.0097 1.5-

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

1.00 r
5. Connect 0.50- —r_ﬂ -
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residue number 5, M S 3 b 9 B 8 8 B

mE R R R

chain identifier
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Backbone 58: L
1. Shift P e e D - = 0000 = = D m 0o O - o ==l
: ) 1.0 =
Side chain or base 20 L
0 =0.1351A 3.0~ =
m<o038 0.80q r
Backbone 0.90+ D D -
2. Density correlation = = = D _O0e = = D O D = D o _ D L
Side chain or base).90 -
0.80 =
H>30 @>15 %-g* I l_[

Backbone =
- 1 1

3. Density index o 0 _ = = . - 2 - - - - - - 0 - =
Side chain or base 237 L
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Backbone 30_—] D D D D H
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1.004 r
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0.501
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g
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Structure Factor Check
3L70

Local estimation (29)

2. Density correlation

VNA. (GLY) 2-8: r
i pecktone 1:07TW7

1. Shift e =
: i 1.0 -

Side chain or base 204 L

0 =0.1351A 3.0~ -
m<08 0.80, r
Backbone 0.90+ r

Side chain or baseQ.90+ r
0.80- -

H>30 W>15 1
Backbone é
3. Density index
Side chain or base

0.
1.
<Dens> = 0.0722,0 = 0.0097 1.

5o
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0
5

4. B-factor
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1.00- =
5. Connect 0.50 -

residue number
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