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| ™ Extend reflections to higher resolution: [— o H ointless)
In 39_30_018_K_Gxit{ ScalAveraged.ref | @w_«w Molecular Replacement
Out )9_30_018_K_Git{ ScalAveraged.mtz | e | Via| Density Improvement iombat)
Use dataset name — | as identifier to append to column labels Model Building
MTZ Project, Crystal, Dataset Names & Data Harvesting I Refinement
Create harvest file in project harvesting directory —_ |
Crystal | iteLysozyme ing to Project [2014_09_30_018_K_OKitsu
Dausetname,m 1.18 %?E*ﬁ){:l_%ﬁ*ﬂ
Extra Information for MTZ File v
spacegroup[Pa3212

Cell dimensions | | | | | |
Data collected at wavelength|1.5418  Angstroms
Estimated number of residues in the asymmetric unit [129]

Edit or Transform Input Data u
Log File Output =
_saveorRestore Glse|

Run&View Com File
Run Remote/Batchi/Later

1.15 RHEET— 2D 7 + —~ v bR

1 10:35:4¢8 (RUNNING import_scaled| 2014 09_30 2

View Fil

K116 7x—~<v FEBRETHOX vE—

1 10:35:53 [FINISHED import scaled | 2014_09_30ﬂ

Wianr Fil

117 73—y FEHEKETOX v —

9512 IScalAveraged.ref] DFRRINFTH, b
L RRENLDN o725, [pH] LT
Scalepack (DENZO)) OFRA Td*trek) 1ZIE
LZEDLo>TWERE S REMHELTLIZE W,
M@LI4 pH] £TFD TOKy 22V vy 235k
BERRENET, 5D Browse K& V|
DT TScalAveraged.ref| 23y b&h, Z£D
Ti2iE MScalAveraged.mtz | 2AEHEIVICE v b X
NTVET, £EFD TRunRX> ] 27V v 7L
TINRXY A= a2—%%Z Run Now) %7
Vv 2735 [ScalAveraged.ref| 2> % [ScalAv-
eraged.mtz] \NOD 7 4 —< v NN X — b

| molecular Replacement —
w(Analysis ] =
i...(Cell Content Analysis |

i... Phaser Cell Content Analysis

i... Analyse Data for MR

i... Self RF in polars

i... Self RF with molrep

1.19 Cell Content Analysis ;&R

LET,

7 x—~vy FEHETHEIKIIO O XS
RUNNING) DX vt —IDBFEREN, KTF
52 XMIITND &5 TFINISHED] DX v+t —
JIEDD ET,

1.5 JERFI=y FIDREDHD

ZOv=a7MERLTWVWA =Y FUIIHY
V' F— LORERDOZEMEL 13 P432:2 T, Uk
DOBRMERICFEN LML=y NI 8HETT,
722 L, 129 D7 X BEEN SR 20 DD
DFEPRFFL=y PO DB LTV 2 IEB
RRETIEMETETVWEYA, BEED S FTO
EODOMML=y PR L TWSHERH D X
To TORT—=YTIE, ML=y F2NLDD
DFTHEEINTWE 0%, BhIOKEL 7T
DRNFEEZIKT 2 THELET,

CCP4i DX A v v 4 ¥ Rk LICKIIY O &
512 Data Reduction and Analysis] H3F/R &
NTVBREFTTININEZ Yy 7 LTINEY
VX =a—%Bi% Molecular Replacement ] %



1.5 JEHz=y FEORMED D

Matthews — Cell Content Analysis _{olx]

Job title Euu_os_:ovms_xﬂomsg =
Calculate Matthews coefficient for protein only —

IV Read crystal parameters from MTZ file

MTZ file )9_30_018_K_Gwit{ ScalAveraged.mtz | Browse | View

Space grouan43 212
Cella[78.4138 b[78.4138 c[36.9118 alpha[90.0000 beta[90.0000 gamma|[90.0000

IV High resolution limit[1.951

Use molecular weight entered in Dammsl - | g

Molecular weight of pr  entered in Daltons

Solvent content analy—aestimated-fro mbero idue
‘estimated from sequence of PDB file

Reset | stimated automatically
T—T

1.20 Cell Content Analysis 5% HH

Matthews — Cell Content Analysis ol =10/ x|

Jo'bmle|2014 09_30_018_K_Okitsu =

Calculate Matthews coefficient for protein only —

¥ Read crystal parameters from MTZ file

MTZ file )9_30_018_K_G+it{ ScalAveraged.mtz Browse | view
Space group |P 43212

Cella[78.4138 b[78.4138 ¢[36.9118 aipha[90.0000 beta[90.0000 gamma|[90.0000

¥ High resolution limit |1.951

Use weight { i from file —ll
Sequence file ]9_30_018_K_G;Jt{2LYZ_HenEggWhile.seq] Browse | View
Solvent content analysis
Ay
- (] ]
1.21 Cell Content Analysis &% & HI[H
2 11:08:04 | FINISHED matthews 2014_09_30;'
1 10:35:53 FINISHED import scaled 2014_09 30
Viewr Fi

1.22 Cell Content Analysis ## T DX vt —

7y 7 LET,

METRENT= 5 [Analysis) 227V v 2
LTINE v XA =a—%f%, ZOHD Cell
Content Analysis] 227V v 27 L %7,
MEREINFETOT, —%F LD Job title IT1E 7
nyx=2 M E2ZYy FTR— 256 [Cirl]+[V]
TR—ZAMLET, ZOTIZH B MTZ file i3,
G Browse R & > 227V vy 7 LTHE 0
VI P T7ANKX—ITH B Mtz DILRFD 7 7
ANERERRL T —FLET, 2OT7 7411
F, MEEEBRA T TSR TS DT, £
DT D Space group & FERIZHENNICE »
FENFET, HRTICH S lentered in Daltons
InFEIDOP s TVREENE XA T L THHIE

Solvent content analysis

Molecular weight estimated from sequence: 14280 Da
Cell volume: 226960.500

Molecular weight estimated automatically by the program: {}
mol/asym) Matthews Coeff solvent P{1.99) P{tot)
] 1.9% 38.13 1.00 1.00

1.23 Cell Content Analysis DfiHR

BRVOTTR, - TERIORRYEI ) v 2
LTINEY Y XA =2—%2[Z lestimated from
sequence file| Z3FERT 2 ZLICLET,
MI2N D &k 52k £35, 12 % [Browse
ARV BV 7L TTRI 2T M T 4K —
I2® % 12LYZ HenEggWhite.seq # 02— F L %
T TDT77ANMZE=T PVIIHY VF— LD
7 I BB FEIN TV LD T FRERISEE)
ichREdohd b Ed, KNI2D T
@ 'Run Now R&X > | 27 Vv 73§25 atHEn
RED, BT TB2LNI22 DX v —I R

A4y RvERSh, RL2ZO D TIKH
% solvent content analysis D% 1 >~ K W IZI1dK
23 RRENF T,

M[I23 o FicidstREnnrE L BiAiildo
IR NET, TTEIPOTTFHLED S

HEETRED L e TEE T, ZME (Space
group)P432:2 OHAfIF O =y F D
F 8 T, KIML23 £ Ficida i & 5123kt
Fi1=v b O (NMol/Aym) 23 1, FibbNt
o=y b 1 FTHEEHhZ e E, K23
IR TIREN S K 5 IZIAR (solvent) D 8—+&
Y7 —338.13% THhHr e REEb I, 25T
HHHERIZKI2I A TIRIN 3 X512 100%
TH2EWVIRITREMENPHTETVET,
RN HEHERICEENZBHEIT—KI
30 ~T0% THBHZe»b, EMFFL=v +D
 (NMol/Aym) 252 L LTI DFRW, A
BbohT0ET, ZOfITIE, HELEZDX
SBMERICR 0 72DTTH, EMFFL=y DK
(NMol/Aym) 2 A Fick 2 e b H O FE T,
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$/1%E CCP4ilC LB 0 FREEDHIE

| [ Morep =0/
Data collected at wavelength [1.5418 Angstroms [ vew |
Estimated number of residues in the asymmetric unit{129 | T T | -
= Do Molecular Replacement —
Em or Tmsm'm m Dam Use MAPfilesfor [~ search model
= Data 19_30_018_K_Git{ScalAveraged.mtz |Blm| View
LIE s F_SIGF — F_HenEggWhiteLysozyme  —i | _SIGF_HenEgaWhiteLysozyme — |
Model  )9_30_018_K_G+it§1JEF_TurkeyEggWhite.pdb =0 M|
- = | Saveorl Sequence 19_30_018_K_Git}pLYZ_HenEgoWhite.seq | [Brovse ] view
T Fixed )eT_so_me_K_c;.n Browse | View
¥ Automatic output filename
Run&View Com File Search Options L |
Run Remote/Batch/Later RN L |
Model ]
Infrequently used options u 2|
1.24 7x—~v NEHOBEELT (R = Save orRestore  — Close
Run&View Com File
Run Remote/Batch/Later
CCPAlnterface 2.2.1 File Exists. B 1o x|

File exists: C:/DATA/CCP4i/2014_09_30_018_K_Okitsu/ScalAveraged.mtz
This file will be overwritten. Do you want to continue or abort this task run and change the file name

before rerunning?
M il

1.25 A vy t—

3 11:43:10 |FINISHI'.D import scaledl 2014_09_30;'

2 11:08:04 FINISHED matthews 2014_09_30
f 10:35:53 FINISHED import scaled 2014 09 30

Wiewr Fil

1.26 74—~y NEHBDOKT

[Molecu lar Replacement ] —
D Analysis r |-
P Model Generation [ |
Phaser MR

| Run Molrep - auto MR |

Run MrBUMP

1.27 Molrep(77FiE#z) % 541

1.6 REPEET—2DTA—I Y FE
e (BR1T)

Hiffi L5 OFIETIENHL= v O ERD
72 L CRYEE T — & 7+ —~ v NEEEEEST
FTEHERENDD 7,

MLI3 [ph] O T OEG ZIRFERLI=DH
MI24 T3, MI24 A Fic7 3 7 BRFREE H
M29) OFFWCHR->TWVWETH, b LIEMFR
=y FOBH 2 LEAHEINOTHIUE, Z02
FOBEANLRITNERD FHA, T I TIE,

1.28 73 T EAREE

12:03:13 (RUNNING _ molrep | 2014_09_30 4|

4

3 11:43:10 FINISHED import_scaled 2014_09 30
2 11:08:04 FINISHED matthews 2014 05 30
1 10:35:53 FINISHED import scaled 2014 035 30

Wiewr Fi

1.29 HBFEBEETHFOX vE—

12:04:10 IFINISHED lerepl 2014_09_30ﬂ

11:43:10 FINISHED import scaled 2014_09_30
11:08:04 FINISHED matthews 2014 _09_30
10:35:53 FINISHED import scaled 2014_09_30

R Lh e

View Fil

1.30 O TFEBOKRTOXvt—

CDFFETD Run REX> | 227 Vw 7 LTIV
Xy XA =a2—%Z Run Now) 227V v 27 L
9,

X 25 O X 5 RHEE R vt — YD H F 573,
"Continue] #27 Vv 27 LTHATLE T, 74—
<y NEBMPIET T2 KI260 DX v t—IH
FREINET,

1.7 Molrep IC& BB FEHRDEIT

ZOfiTix, tHEWAY Y F—L0FD7
I BN =7 FVINBEY Y F—2DT I
EECH B &2 2 FIHICOWTRAB L 9,
Morlep) W5 77 I 82—y bERAVET,

E® TMolecular Replacement | D
Run Molrep-auto MRJ) 227 Vv 273 5% ¢



(1.8 4rFiiE D il (Refinement) 9|
GGP4 Program Suite 6.4.0 GGP4Interface —_— e
Choose module v T — [using no prior phase information — [input i
[Molecular Replacement] — L e
Automatic structure solution o = il P — |fetesehtion efnement
Data Reduction and Analysis l— WTZin 1930 018 K Griff ScalAveraged.mtz | =
P ___F HenEggWhitelysozyme i |Sigma SIGF_HenEggWhiteLysozyme. =
Experimental Phasing ; vie
Molecular Replacement o T e
Deﬂsity |mpr°veme“t LBin 79,3n,n1e,x,r:._n" Merge LIBINS | Browse | View
Output lib )9_30_013_}(_0;-!’ Browse | View|
Model B““dil'l’g Refmac keyword file J9_30_018_K_Grit] rouse | view
—— -
SollleomemcRusmmls L
~
1 . 3 1 Reﬁnement % E*R ¥ use automatically generated  local NCS restraints ~ —i | NCS restraints =
Run — Save or Restore  — E]
: — X 1.33 V774X MEEHED
GGP4 Program Suite 6.4.0 CGP4Interface |
Refinement —
Model Preparation a =
: - H XN XRETR S RE T — 21285 & 512,
Restraint Preparation
e TSR ol LT  FIRE B L ¥ 3,

Run NCS Phased Refinement
P Model Completion & Analysis u

1.32 Refmach %Z3&ER

2/ RRENF T,

M I28 —% Lo Job title 1227V v FR—FiZ
av¥—Ll7/ueycl bHER=ZXAMLET,
IR A 12 TR 7z Data, Model, Sequence 12
X, zheh, XRETEDHRE, b DoURE
W20 F (LHERBINEY VF— L) OJFETHEE
T—X, MEERDIITEHF (=7 MU
HYYF—21) 07 /BESOT—X%Ey b
LET, KII2RFED 320D Browse R&X > | %
Vw7 LTIRY =y b7 VH—I2HBHR
F723, mtz, pdb, seq DT —&X%, ZhZhtv
FLET,

MI2RATD Run K2 > 227V v 7 LT
TNEYy X =a2—%MZ, TRun Now ;K& >
’27‘) v 75BN TEBREFEITLETS,

BERETTICRENI2O8R RSN, KT
75 Z.@%TG”‘Z‘)D&?O

1.8 SBFRBED

COHITIE, A LI TORELE 220 TD7
3 BECH D —H % ZEZ TR T O FEER, #l

&1t (Refinement)

HmTOEFHEEZ p(r) T2 ZHITRD
kowrRINxd,

r)=> Fhexp(—i2rh-r) (1.1)
h

= Z |F1| exp(i¢n) exp(—i27h - r). (1.2)
h

2T, Fu i3 h RS OFEMEER T, v 13655
0)&%/\7 RV, | Pl (G Sn e K o #nHE,
On FHERMRER T DA TS, on 23 XHREHTHR
EF =X 513KD 51y, 20D DR
HHEET T,

ETAT, ROXS LB P(r) ZEHKT 2
EMTEET,

P(r) =) |Fu[’exp(=i2th-r).  (1.3)

h
P(r) 22—y B w0 s, Lo ([L3)
MOHOLDD KD RE =Y VEABOFREIIIA S
FOERFONMM o RBED D ZE A

XHREHr R 58 D S 7 — & & i# §L.7 T
1E o TR DAG RS D B T2 — Y VB

ZEHEL, ZOHDEPR/NMNIIRD X 5ITHR 2
T4y MZEXODTFHEERZKRD D05, 7TiE
HHEDEF TS,

X371 £ "Molecular Replacement | %2 U v
JLTINRY v X =2—%F% [Refinement
2270y 7 LNL32A%2KREE X T, Run Ref-
machl 227V v 735 KL BFRRINET,
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$/1%E CCP4ilC LB 0 FREEDHIE

Run Refmach: Select

=101 x|

b 2 1 running on Ke

| [ Help] =
g z = = S 13:00:42 |FINISH£‘.D refmacSl 2014 09 30 =
Current directory C:J/DATA/CCP4i/2014_09_30_018_K_Okitsu A 12:04:10 FINISHED molrep 2014 09 30 |———
File |201 4_09_30_018_K_Okitsu_4_molrep.pdb View 3 11:43:10 FINISHED import scaled 2014 _09 30
- 2 11:08:04 FINISHED matthews 2014_09_30 View Fi
Go up a directory A

Go to directory 19_30_018_K_Git
Filename filter |*.pdb

Sortfiles by date —ll&liat

CP4_DRTRBRSE

o AU =1 e
1JEF TurkeyEggWhite.pdb

OK Cancel |

V774032774 L%8ER

1.34

MTZin )9_30_018 K GritScalAveraged.mtz Srovse | View
» F_HenEggWhitelysozyme. — | sigma SIGF_HenEggWhiteLysozyme =
MTZout )9_30_018_K_Gwit] ScalAveraged_retmact.mtz Browse | View
PDBin 19_30_018_K_Gstf2014_09_30_018_K_Okitsu_4_molrep.pd! Browse | View|
PDBout )9_30_018 K G-t§2014_09_30_018_K_Okitsu_4_molrep_refmac1.pdb Browse | View
LIBin )9_30_018_K_Grit] Merge LIBINS | 8rowse | view
Output i 19_30_018_K_Grit]2014_08_30_018_K_Okitsu_a_molrep.cif Browse | View,
Refmac keyword file J9_30_018_K_Grt] Browse | View
Data Harvesing_ E
Refinement Parameters 2

10 Jycles of maximum likelihood restrained refinement
—i |and I output to coordinate file.
™ Resolution range from minimum [55.447  to [1.951

K137 V727 A4AAYMERTDORAvE—Y

2.2.1 runnine on KouheiOKITSU-PG _Project: 2014_09_30_018.K (o x|
| change Project | Help
B Directories&ProjectDir

12:04:10 FINISHED molre) 2014_09_30 =
11:43:10 FINISHED impori_:caled 2014_09_30 iew AuvEss
11:08:04 FINISHED matthews 2014_09_30 l\ﬁewﬁlesfromJob — =
10:35:53 FINISHED import_scaled 2014 09 30

View Job Results (new style)

View LogFile in Web Browser

View Log Summary in Web Browser
[Vewogarans ==

View Annotated Log in Web Browser

View Log File (old style)

oG o

X138 VU774 YA DTS I7FRRZER

Logeraph 5 refmach_log i

File Appearance Edit  Utilities Help!

<Rfactor> vs cycle

i weighting V.
I™ use jelly-body refinement with sigma [0.02 0.4 @ Rlact
Refine isotropic — | temperature factors
1% Exclude data wit freeR label FreeR_flag —i |withvaweoto [
Setwp Geometric Restraints O 021
2
[ use automaicay generated _localNCS restraints  — [NCS restraints -1 024
[ sweornestos | BB
| 0.1
Run&View Com File
Run r
o4
B1.35 V774X EEHH ° 2 4 e s i
Ncyc
-0.14,0.500
I Tables in File I
— — Cycle 10. Rfactor analysis, F distribution v resin b
2.2.1 running on Kouheil Cycle 10. FSC and Fom{<cos(DelPhi)>-acentric, centric, overall v resin
Cycle 11. Rfactor analysis, F distribution v resin
Loela A3 RO =nd Facal {D elPhil>-acentric, centric, overall v resih
5 13:00:09 |RUNNING refmac5 I 2014_08_30 ;I i
4 12:04:10 FINISHED molrep 2014_09_30 |7 Graphs in Selected Table
3 11:43:10 FINISHED import_scaled 2014 _09_30 ;gfﬁctw vls cycle =
PP ~ vs cycle
2 11:08:04 FINISHED matthews 2014_08_30 View Fi L vs cycle
-LLfree vs cycle
= < N e — s Geometry vs cycle v
B1.36 V774 YRy VETHOR v k-3 =
1.39 V774X MZ&d REATFOE

Pl —%F Lo Job title i2i& 27V v 7
RA=FDFBT 2l A —L%2R=ZAFLET,
RIZHIZH2 LD [Browse K& > | 227 v 7
LTz b7 4NE—IZH2B mtz DT 7
ANZa—FLET, ZOTRTV My &
N3 mtz 7 7 A VEDHEICE Y FERET,
HIZHBTD Browse K& > | 27V w735
EMIBIBERRENET, HEFCHERY 7R
DREDT7 7 AN%E27 Y v 275 5L ED File ®
MCZDT7 7 ANBDRRENE T, ZAULA]
i §I.7] [p 8] T Molrep ZFE{TF 5 Z IT X DIE

RENTH LW pdb 7 7 A v (JRFEEREZ R H L
727 74) TT,

MI34ATo 0Ky 227V v 2735 2% e KL35
DERRENE T, EOARRDHICN L3 TR
Lipdb 77400y FERTWVWET, 20
TRV Z 74 v XY PORIMELNZH LW
pdb 7 7 A VEDEEINICE Y P IAFE T,

HEDLEIZH % [Refinement Param-
eters] ZZ Vv 7T BENRTXA—R—2HRET
52974 Y FUDHEET, 774V FDFETHE



1.8 @O R#E L (Refinement)

11

=T 2.2.1 running on KouheiOKITSU-PG Project: 2014_09_30_018_K.Ol —[of x|
BED I Change Project l Help
Job title [2014_09_30_018_K_Okitsyf - Z Directories&ProjectDir
Do restrained refinement — [using 0 prior phase information — [input  I3T00: 2 FINISHED 'refmach 2014 09730 -
B S TR 4 12:04:10 FINISHED molrep 2014_09_30 LIS
— | twin refinement 3 11:43:10 FINISHED import_scaled 2014_09_30 =
2 11:08:04 FINISHED matthews 2014_09_30
BeliiienG = S 1 10:35:53 FINISHED import_scaled 2014_09_30 View Job Results (new style)
LR View LogFile in Web Browser
WTZin 19_30_018_K_Gritf ScalAveraged_refmact.mtz | =28 Uiw Lo Sounmmry e Wb Eimrerset
P . — | sigma SIGF_HenEggwh = View Log Graphs
MTZ out )9_30_018_K_( ScalAveraged._ Browse | View | View Annotated Log in Web Browser
PDBIn )9_30_018_K_C-tf2014_09_30_018_K_Okitsu_4_molrep_refmac1.pdb | 1 View Log File (old style)
PDB out 9_30_018_K_GrtJ2014_09_30_015_K_Okitsu_4_moiep_refmaczpab o | View
UBn 19_30_018_K_Grat] Merge LIBINS | scovse | view|
Output lib IQ,MLMLKJ.;.)I'ZMA,nﬂjﬂ,m3,K,0kisu,4,molrep,relmac1vcil Browse | View| W , ~ ~ » =, — ‘%F_;
Reﬁnacke'ywnruﬁle)g_lﬂ_ma_K_c..n’ Browse | view| 1'42 ) 7 7 /f v ){ v ]\ 0) 7 7 7 i%m %JG*R
Data Harvesting r
Refinement Parameters L
Setup Geometric Restraints =
Setup N "
¥ use automatically generated  local NCS restraints  — [NCS restraints
External Restraints r _—— ;-Ig-lll
Monitoring and Output Options r . . e
= File  &ppearance Edit  Utilities Helpl
Geometric parameters C =
<|
= - T e Rfacter> vs cycle
EaviewCoiie S+ ¢+ ¢+ —@Fie
Run Remote/Batch/Later
-,- Rfree
_— *——w . * * * * &+ & - *
5 N N e
140 V774 ¥ XY MREHEH
0.2 4
0.1
6 13:47:37 |(FINISHED refmach 2014 03 30;'
= e | S Q-
& 13:00:42 FINISHED refmac5 2014_09_30 ; : : - ; ;
4 12:04:10 FINISHED molrep 2014 08 30 0 2 4 -] ] 10
3 11:43:10 FINISHED import scaled 2014 _09_30 View Fi Necye
-0.42,0.191
S ~ ~ . o3 T ables in File
K141 V774 YRR METDOX v L=

WERAD, AL 7LD Y) 774 XA oHE
T320%EETLILdTEET, TITET
TANIDEFI0ZRELTHDET, ETD
luse automatically generated| I2F = v 7% A
N, ZOTD Run) #27 Vv 7 LTIARY Y
X=a—%F% [Run Now| 227V v 273521
T7A VR IHIRED £7,

V774X OFERITHIZK L0 AFERE
N, 1732 RL3MOFRRIEDY £7,

V774 X2 b OfE e REINCHERS 512
%, KIL38 T, —HFLIIRRINATNWEYa T %
ZVw 7 LTAHLYIRERIILTLLED [View
Files from Job) 227V v Z7 L TTNE T VX
—a—%B % View Log Graphs| 2271 v 7§
5, MRRINE T, HRTD [Tables
in File] @7 4 ¥ FU T, GOR7B—)N—
=/ ILTETIZ Vv I2& T 97 LT,

“Fh(obs)| - |Fh(cal)|’
R = . 1.4
%: | Fobs)| 4

T ZT, Fhobs) BFEHTFT—226HAES 5N

b

Cycle 10. Rfactor analysis, F distribution v resin
Cycle 10.FSC and Fom(<cos{DelPhi)>-acentric, centric, overall v resin
Cycle 11. Rfactor analysis, F distribution v resln

DelPhi)»-acentric, centric, overall v resin

L

Graphs in Selected T able

)

<Rfactory vs cycle
FOM vs cycle

-LL vs cycle
-LLfree vs cycle
Geometry vs cycle

&1

K143 V774 XY Mcks RETFOZEA

FEMIER T, Faeay 3RO 5070 TREED
SEIE SN MMER 7Ty, —&TICH D
Rfactor analysis, status vs cycle] 25271 v 7,
BREATwE Y, I3 EorZ7TiE, R
K (BEMERTF) BV 774 V2 EDRT I
KTHRoTW200b0 3, REFIE, XD
EOCERESNTVET, HF 21T, HEHFHHE
2 & B HEREERTFOX L OMEFGZ2 L o7
DD 9, LR, RETFINEL2IFEH
G DEREMESPE N 81T D £5. Ryree
T, H2EEDOh %7 X 2T LTRIED
AT KXo THELRETT,

B —HEI0EDV 774 XY M 2D IRT
12X, H, 572D [Browse R&Z > | 7
Vo ZLTHRAD I0EIDOY 774X M



HFH1E CCP4ilc X230 FHEDHIE

running on KouheiOKITSU-PG Project: 2014_09_30_018_K_O =10/ x|
| Change Project | Help
Directories&ProjectDir
e 13:59:41 FINISHED refmacS 2014_09_30
7 13:58:48 FINISHED refmacs 2014_09_30 View fny e
g 13:47:37 FINISHED refmac5 2014_09_30 =i b=
s 13:00:42 FINISHED refmacs 2014_09_30
4 12:04:10 FINISHED molrep 2014_09_30 View Job Results (new style)
3 11:43:10 FINISHED import_scaled 2014_09_30 View LogFile in Web Browser
2 11:08:04 FINISHED matthews 2014_09_30 View LogSummary in Web Browser
i 10:35:53 FINISHED import_scaled 2014_09_30

View Log Graphs
View Annotated Log in Web Browser

View Log File (old style)
K144 V774 YRY DT TEREER

FoTtHEoN-mtz ¥ pdb 774 %Xy b
LEFT, MIZ in £ PDB in ® 7 » £ V&K
(0] CEE X417 MTZ out & PDB out
@774»%1%5:tmﬁabf<ﬁémo
TUNTY P77 ANKBEEHBNICEY FSh
E [pII] T ® Tluse automatically
generated | IZF = v 7% AN, ZOTD Run]
7V 7L TINRY X =2—%HZ Run
Now)] Z27 Vv 27322V T77 4R M2ME%
DEFT, VIZ7 A4 YAV b T T % KL
[pII] BERINET,

B [pII] T—F LK RENLTaT%k
EIRLA®D View Files from Job] 227V v 27 L
TINEY v A= a—%Wkdbr View Log
Graphs) Z#27V v 273 % K39 [pI0 & [[kk
WLUTHIAS pl] 2R RSEBZZeHTEXE
o REFOTDDHENRDERLHITHE > TWH
S

FIRRICLTEBHIZ3EODOY 774X b
ZiTokde XL T—F LR REINL
Y a 7EERL, £ View Files from Job | % 2

Logeraph 9 refmach log o) x|
File Appearance Edit  Utilties Helpl

<Rfactor> vs cycle

¢ A

—&- Rfree
03
0.2 -
0.1 -
04

o 2 : B s 10

Neyc
0.807.-0.08

I T ables in File l

Cycle 10. Rfactor analpsis, F distribution v resln _‘J
Cycle 10.FSC and Fom[<cos(DelPhi)>-acentric, centric, overall v resin
Cycle 11. Rfactor analysis, F distribution v resln J

elPhi]>-acentric, centric, overall v resin

Graphs in Selected Table

<Rfactor> vs cycle ;j
FOM vs cycle

-LL ws cycle

-LLfree vs cycle

Geomety vs cycle L'

K145 V774 X>M2k3 RREFOZIL

Vo7 LTINRY v X =2 —%2% [View Log
Graphs) 22V v 23¥ 3¢, K39 [pd0
[pII &FEkRICL CTRILIIE 2RRSES
ERTEET, REFIZIZEACKTRAA SN
BBoTVET,

RN D e R AT 30% BETT
2, BEOEMELNIEETX 51N EL R
579, FFATELED XD DHEDMENHRL 2
DE L7

RSN T FHEE 2 R MICHER T 51213,
ROFRAFELHREEZSRL T Z W,
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F2E
WinCoot IC Kk B E

2%

E? *J 70)13—%3_7

%

@sl

AR, =V FNLav a—R—DEFELVEE
RIS X o T, RV ATEDFOIMMESEL T 1
ATV A LTEBICHERT 2N TES XS
BoTEE L, RETIE, 7V—=Y7bv 7
T» % WinCoot ZHWT, RV VB TDE
TEEMIET 4 ATV AIZERT B HELCOWV
TR L £9,

2.1 WinCoot MiL5 LEIF

MEI A LD ] 74ay) X712
) v 27 LT WinCoot #3175 EiF722 ZA T3,
M2]y EEnFoay (Tip) BRRENDZ T 4 ¥
RO TIhEZRBT2 I AAZEZZOY
TZh 7 RHEVENTOL 2R TEET, &
DHZFTEATTHOEE A, 1[3]) 13 WinCoot

@ v
wc1

b(nmud the bat n be rotated independently from the
by using the Bky(t tgg\)

&

o | T

a coot auto-save state file here.

2014_09_30_018_K_Okitsu_4_molrep_refmacs.pdb
C:\DATA\CCP4i\2014_09_30_018_K_Okitsu\ScalAveraged_refmacs.mtz FWT PHWT
C:\DATA\CCP4i\2014_09_30_018_K_Okitsu\ScalAveraged_refmacS.mtz DELFWT PHDELWT

Do you want to run it?

T

TIToTVWAUHONEEZRRTEV 4 Y Y

T3, 4] I FETEOMBENE Z Kl 2028 5 »
PHANWTETCWEY 4 Y RYUT, TZTREFD
NoJ 227V v 27 LTS ZIZLE T, [[5])

B35 749204 FYT, TIWKETEE

<Y IMFREND KD T,

22 LERBOLE (AE)
¥IXR2IAL Tply 7974 v 2o 4Ry b

DA =2 —n"—7, MR2A[pld] %= Lo NEdit) %

JVw 7 LTINRY v A= a—%[Z Back-
ground Colour | 'White) 227V v 7 L THRA
ZEKYIDERET, ZHEFAHEZENDL A
DOMET, 74+ FTIEEN
£7,

db =

HRIZKR->TW

b
x

File Edit Calc Uiate Draw Measures

Validate HID About Extensions |
[} @ Reset View = Display Manager & 8. l

z|2
5|3

CELHEDDNMvAZLTEOO

b

=

[-ftermoon Kouhei, Welcome to Coot. 0.7.2.1 (revision 4730) [with python ...

2.1 WinCcoot 3.5 EiF/2 25
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#2%3 WinCoot IC XA BFEE~ vy TOER

WinCoot 0.7.2.1
Eile B=

Fi Calculate Draw Measures Validate
= ¢ ™ Map Colour... Mo 8]

— % Map Parameters... S

¥ Bond Colours...

% Bond Parameters...

4 Restraints...

& Skeleton Parameters »

. Residue Info...

ufly Background Colour... »

%% Preferences...

2.2 BREOENDZE

“WinCoot 0.72.1

|Ei|e gdit Calculate Draw Measures

= Open Coordinates... |

[ Auto Open MTZ...

[= open MTZ, mmcCIF, fcf or phs...
[~ Open Map...

=k Import CIF dictionary...

2.3 FTHEEZ 74 LDF—TF >

Select Coordinates File % x|

Name I Modified S |

[ Kouhei OKITSU
= Neskton |

sk Add ==Remove

all-files e

Recentre? - =

Recentre on Molecule | ¥

3¢ cancel

2.4 Recently Used 22V v 2

x
2 J2014_09_3o_018_K_0kksu J Create Folder
Location: I
Places Name 4 |Modified
B 2014_09_30 017 || SIS ST
(RO RERE RS B ~1:|C Depo... Yesterday at 12:58 |

4:Add | ==Remove all-files [

Recentre?

‘ Recentre on Molecule  |¥

& cancel

K25 Fudzl b7 4AX—%EE

23 PDBZ77A)loO—Fk

® WinCoot D X 4 > X =2 —T [FileJ
%Bd & [Open Coordinates] 227V v 27 LTK

Select Goordinates File T x|

Create Folder

[ \|DaTa| ccpai |20147097307I)187K70kit5u

Location: [2014_09_30_018_K_Okitsu_4_molrep_refmacs.pdb

Places | Name - | Modified |
< UA=RTL - ™ 2014_09_30_018_K_Okitsu_4_molrep_refmac1.pdb Yesterday at 13:00
£ CD KZAT () ™ 2014_09_30_018_K_Okitsu_4_molrep_refmac2.pdb Yesterday at 13:47
< Lexar (K)

4™ 2014_09_30_018 K Okitsu 4_molrep_refmac3.pdb Yesterday at 13:58
1™ 2014 09 30 018 K Okitsu 4 molrep refmaca.pdb Yesterday at 13:59
= public (WLOGITE... & 2014 _09_30_018_K_Okitsu 4_molrep_refmac5.pdb Yesterday at 14:00
[ examples +| [T 2014_09_20_018_K_Okitsu_5_HenEggwhit.relma... Yesterday at 13:00 |

dhadd | e=gemove coordinate-files |~

-Recentre?

Recentre on Molecule  |v
_¥caree || Sopen |

< share (1192.16...

X 26 ®KEVZ774%0DPDB 77 41%
F =T

1
= %
Ay N ¥ 5
U -
o gl i + X
> :
L3 - 5 1 ‘“ L]
2 k | -
1 A = G b e | 3
5! ¥ . - P+
.
1 2
-
2 w o L) % |
¥ a . [ - # o
§ = y |
& f | -
3 i i e . ». £ A )
¥ & - y L] 3 £
& R it c [ - i
¥ ! e s 5 - n Sl
-’& - 1
o 7 4 b,
5 # | ’ -
£ L
2 1 ¥ 1
= - .
= o] F o » T
bl - ‘“ p 1
Y -

2.7 7 3 VMR E FoR

ZAzFKRSEET, MZALELEOY 4 Y FYD
—& FW2H % TRecently Used) 227V v 753
Y, Bliffio/z7 3y VA =P R =2 —IZFREIN
F5, I DA77 — A AN—%2TFTETrZY v
&R Iy 7R eRhfiol T VX —, HiD
FOETH /Tl b7 4K —=DERR
SNFET, ThEZ7V vy 735 eX2Z00MEF
¥, COHEMTHIOHINCER L RERDY 7 >
4 YA FTTERZPDB 7 7 A VEBEIRLEAT
@ Open) 227V v 27 L%EF, PDB 7 74 LI
&, RFEEOTF -2 NEnTtsh, MET
DESIT, 7IBREEYIPRREINET,

24 MTZZ77A)loAO—F

RIZKER XA Y X =2 —FED [Filey X
FAuto Open MTZ 227 Vv 73 5L MR
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7Y Edit Calculate Draw Measures )
[~} Open Coordinates...
| B Auto Open MTZ...

[} Open MTZ, mmClIF, fcf or phs...

[=X Open Map...
4F Import CIF dictionary...

#
M28 MTZZ77ANDF—TF>
Name |Madiﬁed '|
43 Recently Used
Brokaomss 212 73/ BRI T TR
= Desktop '

{-Addr == Rermnove all-fles [+

File Edit Calculate |BslclV Measures Validate HID Abol

2.9 Recently Used 227V v 2 [ @ Reset view 5] _® Go To Atom....
Display Manager...

b <) Undo Last Navigation U
B - [5] centre Atom Label...
x 5 )
&1 Sequence View »
@ ‘ |2014_09_30_018_K_0kitsu J Create Folder
Location: | 213 %?#@{f%ﬁ@ﬁ?%*gﬁ

= 2014_09_28_001

[ CCP4_DA... Yesterday at 14:12
= DepositFiles Yesterday at 12:58

Places = | Name 4 | Modified
[ 2014_09_30_017 :
4 1 1_import_... Yesterdayat10:35 |+
dkAdd | ==Remov all-fles |v = N ° S N N
e o] e | J&KTy ZLTTRY 22 b7 4 M H— %R
& cancel
LEJ,

210 FEIx T A AR —RfEE 210 AERmE N/ PDB 7 7 A VIAEE,

—FRBIMER SN MTZ 7 7 A VEERL T
: 5 HTD Open) 27V v 7323 eR2ZIAD XS
\| a7 | ccpai [2014_09_30_018_K_okitsu Create Folder W27 2 BRSNS, ETFEENER TR RSN

Location: lScaIAveraged_refmacS.mtz \i j_o

Blaces

= share (\192.16...
= public (\LOGITE...
[ examples
[ ccpatemp
[ 2014_09_28_001

‘Select Dataset File s

Name - l Modified I [l

[T ScalAveraged.re 8/25/2014 xr ~ —
[ ScalAveraged_refmacl.mtz Yesterday at 13:00 2 - 5 EI%\@ ,E¥1ql& 0) jﬂ:*ﬁm

|[7) scalAveraged_refmac2.mtz Yesterday at 13:47

EDScalAveraged_refmac&mtz Yesterday at 13:58 )( /f .\/)( = \___VC\\ V‘B} O) J: 5 a: rDraWJ %

[ ScalAveraged_refmacd.mtz  Yesterday at 13:59

=1 Wi ScalAveraged refmac5.mtz Yesterday at 14:00 F?ﬁ % rGO To Atomj % 7 U w 7 j_ 5 K m
= Add == Remove all-files ['] . .

o [pm MERINZET, Chain A DHIIH S

TRE=AFE27Vy o327 I/ BiY%Z 7

®211 )7 74 VB0 MTZ 7 7 A V% AETYRRSEL ZEHTEET,
F =T KEZI5 T, 38 BFEHO 7 I VERHATHZ 7

=7 7= (Phe) RSN, EHITHICY
4 Y FUTT7 2 = VEDECH 5 K (CZ) 3
RENFET, £ ED TRecently Used) 22V v EIRENTWET, iz 5 [Previous
755870 Y 27 b7 ANX=PRIZMO  Residues %W UIE Next Residue) 22V v 2
POTHRINDRAZB—AN=% LTIV Y  F2rrRDOBREIBHTLLATEET,



16

#2%3 WinCoot IC XA BFEE~ vy TOER

[ GoTomom. o Y

Define an Atom for Centering:

1..._K Okitsu 4_molrep_refmacs.pdb| :I Molecule

IA Chain Update from Current Postion I

l3 Residue Number
I CA Atom Name

[l Previous Residue J [ Next Residue J
Chains ~{| Atoms =
N occ= 1.00 bf=13.07
ALNS CA occ= 1.00 bf=12.9"
A2 VAL CB occ= 1.00 bf=12.5¢
A 3 PHE CG occ= 1.00 bf=12.2;
A4 GLY <l €D1 oce= 1.00 bf=12.0/,
K1l I [ [ »]
| </ Apply I 3 Close l

2.14 Chain A Z7 VKR

2 Go To Atom_.

Define an Atom for Centering:

1 ..._K_Okitsu_ll-_molrep_refmacs.pdb[ = ‘ Molecule

A Chain Update from Current Postion ]

[38 Residue Number
cz Atom Name

[I}Q Previous Residuel | [ ] Next Residue ] I
A 33LTS S Co ott=Tuoor=o12
A 34 PHE CD1 occ= 1.00 bf= 9.3
A 35 GLU CE1 occ= 1.00 bf= 9.2f

A 36 SER | €Z oce= 1.00 bf=9.30

A 37 ASN
A 38 PHE

A S0 ACKL

CE2 occ= 1.00 bi= 9.4<
CD2 occ= 1.00 bf= 9.21
) ¢ nee=100hi= g8 72 IZ

ETD TApply) 227V v o35k MR
INFET, ZHIEE LEREDRRE LR TFZ

[G1 D] [&] [ 2l
| [qﬂ Apply] I ¢ Close I

215 7 I/ MLETOREE

UM LE L 72KIT5,

BR=NADESRE

MEZI6 T~V RAZ2H27 0y 7 LERBRSAIE
v 733 REIND &S IIRELtHEEF
INCHERFRE BB e TET T, RN
B, KD TFOBEDD

DT,

2.17 A 38 Phe ZHUDNIHERER

SUREGIZ VI ULRBBLECRN Iy TS
CHEINRRERBZENTEET, ¥/, TFFE
THADOHRAHEZR LS ) v 7 Ledis E AR
Fov 733 LETFZHLE UTHES X
ORI FRBERI 2 2B TEET, K
DD TV AZEIZ Vv V&R T v 7T 5
R TEREINEERXE2 Z B TEE T,

¥/, YUVADKA =N EEREE 5 L EFE
BERROLEWMEZZEZ S N TEXT,
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To be continued
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E3FE

CCPAMG ICL B VRV ETILDRT

CCP4MG & % 7=, WinCoot [tk CCP4i ® X
7>a—FRDURLT AFTEZY 7727
TY, AETIE, CCP4i k- THDE [pdl i
SR L2 FIETIER L2 7 7 4 L EGRAAAT,
RUNRTERFDVRVEFAETF 4 AT LA L
WA 2 FIEZ AL £3

3.1 CCP4AMG Dirs LkIF

MBI, LD Mcon) 27V vy 27 LTib
23572 CCPAMG OHEEH TS, LD Restore
status X vt — ) ZLEIZE BiF7z & 2 DIREE
ERIFETD2DEIDEANTETNEDTID,
EHHRF, 2T TNo) 22V v 7 LET,
FETD I Xyt—Y 4 FY ) ITRETHOD
TaTBRREINET, HHO TEFAERY 4
YEY) KR FETANRRRSINET,

(3 Rostoro stows? E
b
ﬁ” ‘6‘ A saved status file exists. Would you like to restore it?
COPAMG “

Icon

File Edit View Display

|

32 PDB 771D
ETILOHE

AHE) R

MBIED NEFAVERY 4 FY) LIZH 5
AZa2—=N—T, MB2AD LS [File) 7V v
JLTINE Y A=a—%E, —&KLICH
% Open) 227V v 2755, RIBINERIN
£9,

B3 HRICFREINE 7 L KX =12, CCP4i
THW/E7Tad 7 b 73 VX —%ER L £7,
KRENd7 74 V0—Er» o8 ME pll I<id
R U7FIETRRI/ER SN PDB 7 7 4 L%
FEIRLT, 1D Openy 2271V v 27 LT
SV, MBADXSIZHFOVRYETADPER
ENET, YVRADKA RIS E S T

o

Applications Windows Tools Help

ol = FORONE ;A S M[ I %>

Restore status Xwtz—

ETILRTRI1VED

3.1 CCP4AMG %ziLb EiFe A
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FAIAAE VAR ETILOHE

19

% Open file(s)

% CCPAMG version 281

Recent files r
I Download coordinates..

Download Structure Factors.
ﬂ Download electron density

Download PDE_REDO data

Edit#show presentation v

K32 7740t —=T>

Bonds
- Ribbons

- Golour by chain
- Broken ribbons coloured by chain

- Golour by secondary structure

- Blend colour N to G terminus

- Blend colour N to G terminus thro--
- Ribbon with side chain spheres

Picture wizard

& Automatic picture setup

¢ Open picture wizard choices

Look in ccpd project or aliased directory: | 2014_09_30_008 K Okitsu  ¥| or ..

Look in:

=He © 0 L EE

| J|C#DATA¥CCP4¥2014 08 30018 K Okitsu |

File name:

Files of type: [All files ( *pdb *oif * ent *brk *pdbez *sifez *¥entez *brk gz *map *mapgz *mtz * ¥ | Cancel

| 20140930 018_K Okitsu_d_molrep_refmac2pdb

|| COP4 DATABASE
. DepositFiles

1JEF _TurkeyEeelthite pdb
2014_09_30_018_K Okitsu_§ alienpdb
2014_09_80_018_K Okitsu_§_molreppdb T
2014_09_30_018_K_Okitsu_§_molrep_refmac{pdb &) 20140930 018K

Kl | Bl

Su_b_HentegWhitrermac
su_b_HenEgeWhitrefmac cif

[207403 30078 K Okitsu_t_molrep refmacpdh | I ooeen ||

% CCPAMG version 281

File Edit “iew Display Applications ‘Windows Toolz Help

=lolx|

ML ~»

| BHEw=®0 ® @@ x[ed
X

Origin: ~21.9555 0423 86135

Display Tab & X

Create object, »|

EH %2014_
V‘\'

o]

21|

3.3 PDB77A4 1D =T

34 VURVETILDOFER

ETNVDIARK I TEE T, vV REEI Y Y
JLBDBLETERCR Iy 735, Mt &
OIS TR BRI 28N TEET, ¥
7z, [Shift] ¥ =% L2 5K DHEDOH T Y
A7V 7&Ky 735, 5 ERENE

RXEEZeNTEET,
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s/ HF

1JEF 2
2LYZ ey
A

A 38 Phe 16}
C

CCP4i B
CCPAMG i
Chain A
Coot i I3 I8
CrystalClear 1.3.5 2
CuKoa #ROE
G

Go To Atom 14
H

Hauptman. H. A. m
Hendrickson, W. A. m
K

Karle, J. m
Kendrew, J. C. m
M

Molecular replacement NS
Molrep B
mtz
MTZ 7 7 4 v I
P

P43212(#96) EHTI
PDB o
PDB 7 7 A L 2o
Perutz, M. H. il
Protein Data Bank(PDB) s
R

Rfree ? m
Recently Used 14, 19
Refinement &
Refmach B
residue B B
R KT @ 01
S

ScalAveraged.ref
Space group EHT
W

WinCoot il M3 I8
»

73 MR
7 X BERES Bl 6]

7 3 J BEEA [ 0 2 [7ZH9, I3HIE
4 x m
B HOR m
RrAEPE ]
P FHRSE I @
— G o o2 e
b\

F— (Karle, J.) il
ZefilAE BHT
ARG T i}
FRTEEIET 7 4L
¥ Fb— (Kendrew, J. C.) i}
&

=PI VART 7 AN m
LtHEEINHY VF— 24 Im2 e
R T [A A E Rk m
A= RN =N b5 m
{EHEMER T (1]
IKER |
CLIXFFZNRNRIE m
LI XFF = m
L ]
I AT mm
I

RFFL=v &
KIGH 1]
HEK
(R3S 1l
BTEE
BIBEE~Y 7 [ I3 o4
®

=T RNUBIHY Y F— A i, M 2, GHIl
&

P! 13

Ny 7 k< (Hauptman, H.A.)
NE =Y VB

IR = b

7 x=)V7 5= (Phe)
74— v MW

T A =NT AT

HER

SI=I=l=1ElS]=1=]E|

A= ET A Bl I3
TaTA VT =RV me
TFREEDRE m
73T B8
73Tk o
NEZOE Y il
L= (Perutz, M. H.) m
AY FVY 27> (Hendrickson, W. A.) m
F

S =1 < m
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