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B) XA V7 FE—ALEEZRET HIZ1E,  [Direct beam shots] — [Number of shots] R v 7 A2 “5”
% . [Exposure time (sec)] A v 7 X “1” # ASjLE 7, [Initialize before direct beam shots] 7 =
IRy 7 AL A AL, [Take!] R¥ &7 Vw7358, XA L7 ME—ADAEDHBEIT
ICRESNET,

HEE . CCDEWIBTAIRBENNH B 7-%, Exposure time IZ#aHZ 1 IV ELSRELARWVTKL
=128

@) ToTx—Z 777X —%RETHITIL. [Attenuator factor] — [Number of shots] R > 7 AT “5”
% . [Exposure time] N> 7 AT “1” # AL F 9, [Initialize before direct beam shots] F = v 7
Ry s AkA N2l [Takell] RE &7V v TDE, TyTx—47 7 72— HBIICHR
EINET,
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4. CrystalClear %15 A HijlZ

CrystalClear CHITER LT — X ABLAIT 5 72 I2IE, X U I Administrator TR 27 A L, 2—H—T %
7y NEER T DRMERD Y ET,

EE HEB LT —F AH X, T Administrator TIIATHLRWTL ZEW,

PATFIZ, CrystalClear iz v 7' A > L, 2—W—T H v FEERT D5 EEZHH L E9, HIEIZ CrystalClear
A A b=V L7234 Administrator |23 A 7 — RIFFHE S TWER A EEH O J71E, £7 Administrator
DINAT — REEEIT> TLIZEW,

4.1 CrystalClear ~Dw 7' A

CrystalClear # ) & 521X, 2 Y a—XO@ETHE (7 A2 v 7) EiZdh 5 CrystalClear D7 A =1/
EHLTNT N w7350 Windows D [A % — ] R& 2 GREHEELF) 225, [7v 27 L] — [Rigaku
MSC] — [CrystalClear] CZ#)CT& £, CrystalClear NEE T 25 &, U TR T A ATl Ry 7
ANKTENET, [Login Name] IZ lAdministrator] & ASJ L, [OK] RZ %227 U v 7 LT ZINY,

m[:ir'::.-':z:taIIZ:ZiIEear'—Ei M 1.36 5P3 16

CRYSTAL|
CLEARs,| %

Copyright [c]19928-2008 Rigaku. A1l Righta Ravwd.

Login Mame: |Adminiztrator| oK I
Paseword: ] Cancel |
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42 FHa—F—7 7 FOIERK

HHlca—Y—T7 o NEERT HITIE. A==2—s3—0 [Tools] — [Administrator Utilities] 7>
[Administration] Z A 7 7R 7 ZA%&3bH EiF, U FOFIERTITVET,

Bdministration

General Users IGrDups I Tools | Servers

llzers

Add..

Edit..

Femove

Ik

] 4 I Cancel | Help

O [Users] #7&#ERL, [Add] ®Z %27V v LET,

@  [User Settings] %A 717Ky 7 ARFRINDDOT, [Name] 7F A bRy 7 RAZa—HF—4
ZAJILETF, [DataDirectory] 7F A "Ry 7 ARD [.] RZ> %27V v LET,

User Settings |
— U=er
Mame: (I |

Data Directory:

|
De=zcription: I Cancel |
| || e |

~ Passward Default Language: IEninsh LI

et I Member of (Groupsh
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@  [Select Directory] #4700 ZHRy 7 ANKRINDDT, 2=V =T H0 L FEAFKT D FTA
THERFERL, [Add] AF¥ 27V v 7 LET,

Select Directory

Directory Mame:

P

-2 My Gomputer
= (A
ER=T)
=T
@ (E:)
&= FD

Map
Help |

@  [New Directory] # A7 17Ky 7 ARFRINDHDT,  [New Directory Name] 7 F A F7R v 7
AT 4 v MU AEAAL, [OK] RZ 27 v 7 LET,

Mew Directory

Mew Directory Mame:
I Cancel |

® ANL7eT 427 BUAD,  [UserSettings] 447 1727 7AR > 27 A0 [Data Directory] |ZF&KR S
TWNWLZLafERLET,

Ilzer Settingz

— U=er

Marme: INEW MHame

Dezcription: I Cancel |
Data Directory: ID:¥NewName | Help |

— Pazzword Default Laneuage: |Eng|i8h LI

Mewy: I Member of (Groupsh
Gonfirm: I— [IAdministrators

® Member of (Groups) @ [Users] F=v /Ry 7 ADHEHF N LET, [Administrators] F = >
IR AFIATIZLET,

@ MEECTHAAT—RE#RELET, [OK] RE %227 Vv r45E RELL2—PF =T
vy RBBEMESET,
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[E & T — & AL

CrystalClear ClX, 7u—F v — FDEAT v 7 #IARETTHZLICE D, WIEB L OT— X W E1T 9
ZEMNTEET,

HTHLIZProjectds & U“Samplei’ﬂiﬁfﬁ”é & XX, Task (fEEANSR) 2RINT 2 2 LA TEEJ (5.1 HifProject
B L OSample DIER A S M) , W@H ., RAREZRET 2555 121%, Taskid [Screen Collect and Process] b
L <% [Collect and Process] ##8R L F9, AT TIL [Screen Collect and Process] %8R L728HEI12-2T
AL ET,

| HTH Project 18 & OF Sample O1ERL (5.1) |

| srommE 62 |

v

i BEAEOAN 53) |

v

| fgh D2V 7 (54.1) |

v

| rwwEors 643) |

2

l—]

| oy 77 v7 (55.1) |

v

| waksrowE 652 |

v

| B BRI ORI B R T ORI (553) |

| E Lk ToRR (556 |

v
| smEoxs 67|
'

e L7 BT A A — U % T R8BSO TR E OFHE (5.8)

v

| sv=smoE 69 |

v

| Ko s LORIHTE (51D |

| @k TomEl 612 |
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5.1 #1# Project 3 X U Sample D YERK

X C DI, i Project Z/ERT D720, (FEZTH)a—V—Thv o hTrZ A LET,
Administrator TR 71 L TWAHHEIX, —/& CrystalClear Z## 7 L C<7Z&Vy, [Login Name] 7 % &
MRy 7 A2 —F—Z % AN L, RBEIECLTRNRAT—RE AN LI, [OK] R %27 0 v 7T
btursZ4oTcExET,

T A LIzRRZIE, [Server Typel ¥ A 707 ARy 7 ARKRENDDT, [Real] 74K
oAz, [OK] AFr%227 Yy 7 LET,

Server Tvpe

Will wou be uzing CrystalClear to contral a real
or a gimulated instrument’?

¢ Simulated

UFDA =V REREINLHDT, [OK] RZ %227 ) v 7 LET,

CrystalClear MB35 & | Project X EEX A 7T R VR v 7 ANFRENET, ZOXATRT Ry 7 A
TlX, Project 435 LU Sample LA R ET H I LM TEET,

EE: AYT7 M7 TXFEANTIHE, FEFLSOEEXF, BIUT% SN -~1+*" @FDE

F. AN—RER LN TS, BREZETEWGEEIXT ¥ —2a7 (_) AL
TLIZENY,

Mew Project ilil
Project
|P'ru:ujeu:t_Name ;I v Mew project
Sample
—|samp|e_a j ¥ Mew sample ——
Tazk
IScreen Collect and Process j

Imaee directory

ID:¥ manual¥Proje=t_Mame¥sample_a¥lmages Browse.. |

Froceszing suite
|d*TREK =l

Ok I Cance| Brawze.. Impart...
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(1) Project
Project 4% A LE T, (RO EZATITHZ LN TEET, Project 4 & [F CARTD 7 + /L2 3
B S ET,

[New Project] ¥ v 7Ry 7 2% F4 1235 L&, FIREZ [New Sample] F= v 7Ry 7 AH A
12720 9, ZOEAEIZ LV Project £ 3 L O Sample 4 & A1 TE 5 X 912720 £9°, BEF D Project
WZHTHR O Sample Z 117Nz 5541, [New Sample] F=v 7Ry 7 ADHEFAZLET,
—BEVERK L7z Project 1Z, TV Z T U A RDLRRIRT L2 ENTEET,

(2) Sample
Sample A& ASTLET, (LEOARIEZANTH I ENTEET, Project (RTF7 AL FNICZ, T2
TAJI U7z Sample 44 & B CARID 7 4+ /L H MERESNVE T,
—EERL L7z Sample 1%, ZAF T U A MDLRINT S Z N TEXET, 12D Project NIZHEEL
@ Sample Z{ERLT 5 Z &M TE L7, FEEZEX TUET D5 GIERTT,

(3) Task
TNE T X IDOBEENFZERLET, O Task OFEMIZLLTO L B0 TH,

[Screen Collect and Process] :  PA#HIE GRSk FREHOMIE) & ARE GREFHH O
BE) ZRIAIATVNE T, PAREIE O R A ST I RE S F %
RET DHEITEIN L 9, THHER ISR s O E %
TV, BEWTARRIE 21TV E T,

[Collect and Process] : TARRIE & ARPE 8 L CTITVE T, e TRIE LBl
A A=Y (KEEDETA A=) & W Tltih O % H
THHRAITBR L ES, WEISHENTT —Z P AZITVET,

[Collect] : KHEDOHEATOHEITEINLET, T D Task Zi®IR L=
Lald, T HUELIEO R T v TN T o —F v — MIFER
SNFEHA,

[Process] : BEFOREITA A=Y EHWT, T—FUEOLEIT I HEIC

BIRLET, 2O Task R L7ZHEIL. WEICETDHA
TN —F ¥y — MIFERINETA,

(4) Image Directory
FEHTA A=V RITFT DT ANTONRRER R LET, [Browse] R¥ %7 Vv 7 UTRFEE
FRET DI LN TEET, FHRELRWES. BEINIZ [Sample] 7 4/ Z D HIZ lImages] 7
FIVEBERR EIVE T,
[Task] T [Process] %N L7854 1%. [Image Directory] — [Browse] 767 — X AT H
EHTA A=V Z2@ERLET, 74V HOEPA A=V 2 IHEIRT D52 8T, 740 HOET
DEHTA A =D &G Arirte Z ENTEET,

(5) Processing suite

TNET Y A NN T =BT 0 7T KA BIRL £,

2% AKYT7hU=7TlE WEBIOT =B EATOEET NV F & 3.2 7 4 )V ZHER TR
Liﬁ—o
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VEFEREHEZ AN, [OK] A2 2270y d0E UFDOAyE—URFERISNET ( [Process]
F—FTEHERSINETA) . VW] RZ 27Uy r 358 EEOMYULA BB ED 7,

& Do yvou wish to initialize? If =0, please be sure the phi axis iz locked.

IRTRF (N

fo WRLACRT

HEOHHLL (Initialize Instrument)

7 —F ¥ — @ [Initialize Instrument] " %7 U v 7 L, EEOHHLEZFEITLET, Project 1
L O Sample DER R, HIEDOWIMULIAT Y A T a Ry 7 AT LUIVN(Y)] ZBIRL=HET. BEBIC
FITINET,

Iitialize Instrument | ?l

fEeL IS - BELEOAS (Setup)

HIE 245 RN, PIEITEEA T 2 CREICET 2 1F R A LET, 22 TAN LZERIE,
lresource.dat] 7 7 A /WZH I SNET, ATJL7ro720 | fRoTcfERmE AT LIEEAETH, B b A
JLESTZEIEARETY, £/o, T—F DA T » 7 CRE LTZERBBNICANTENSHA L H Y £
T
Za—Fx— D [Setup] "F L E I Vv FTHE, [Setup] AT TRy 7 ANKRINET,
[Setup] ¥ A 7T Ry 7 ZFEHOZ TINOER SN TWET, TRENICKLERIEREZ AT LET,

Setup

HATOFEME, UTDLBD T,
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5.3.1 Main Tab

[Main] # 7 Tid, B A7 RPMERORELREZ AT LET,

(M

@

)

“4)

®)

(6)

Setup llﬁl
Main |Grysta|‘| Grystal2 | Detector | ¥-Ray Source | Notes |

Project
IF'ru:ujeu:t_Na me

Sample

Isample

Cirystal ID Temperature {5 G
ILlser-defined 1D strine. |—1 an.0o ll
Crystal to detector distance (mm) Detector 28 (°

|45.|:||:| |—2|:|.|:||:|

(014 I Cloze Save Defaultz..

Project

Project AN TR SNVFET,

Sample
Sample A NFRSINFE T,

Crystal ID
{EE D Crystal ID Z# AJJ T 5 Z ENTEXET, Crystal ID Z AN T 5T LITL - T, RO 72 £
WHIHAT2Z ENTEET, FICHERRITNIANTHILEETH D £HA,

Crystal to detector distance (mm)

fanr DRSS (CCD) £ TOMRE (W ATR) 2 AW LET,

Per Scan& RSN TWOHLEIIANTE A, TOHEIE, 5.7 g Lzl A A — 2 OHIE
(Collect Images) CTEET LI &N TEET,

Temperature (C)
MEREEZASTILET,

Detector2 0 (° )

BIERFD 20 ff (CCDOA 7 M) 2 AN LET, PerScand RSN TWDHFHIIAN T
XFERHA, TOHEIE, 5.7 #EE LA A— Y ORIGE (Collect Images) TAEFET5HZ &N T
R I

Rigalcu



5.3.2

MJ13292B

Crystall Tab

[Crystall] # 7 Tl fimORE S, @A, BREEZATILET,

(M

2

(©)

“4)

®)

(©)

@)

ain  Crvstall |Grysta|2 | Detector | ¥-Ray Source | Notes |

— Unit cell parameters
a (& B (A2 c (A2
I'I 0.00] I'I Q.00 I'I Q.00
L n Y
IQEI.EII:I IEIEI.EIEI IEIEI.EIEI
Sz Colar
# imm! Y {mm! Z {mm? |G|:|I|:|rless LI
IEI.EI:I IEI.EEI II:I.EEI aumnt
IFiI:uer LI
Mozaicity " Malecule type ———— morphalogy
IDGD * Small IPrigm ;I
" Macro (protein

(014 I Cloze | Save Defaultz.. |

Unit cell parameters
A EBEANT D2 ENTEETH, BFRIFIANLETA, T—FUHDORT » 7 CRIE LT
FEENABRICA SN ET,

Size

FEmORE Smm)E AN LET,

Color
REROBEET NI YA NPLEBIRLET, VA MIRWESIE EEOBEANNTLHZELT
xE7,

Mount
MmO~ T NHEETAZ T A RDLERLET, VA MIBRWESIL, FEO~T L b
EEASITHZ L TEET,

Morphology
M DB TNE T ) A RPBIBIRLET, U A MIRWGEIE REDOEEZANTLZEHT
TET,

Mosaicity (° )
Mosaicity Z# AT THZ ENTEETH, BEIIANLERA, T—FUEDORT v TRELE
BB AT SIET,

Molecular type
B FREEEOBEIIE [Small] 7 PA RS a4 LET,
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5.3.3 Crystal2 Tab

[Crystal2] & 7 Cid, 2B Z AN LET,

Main | Grystall Crystal2 | Detector | ¥-Ray Source | Notes |

— Space eroup

& Unknown Humber MHame

i~ Posszible I-I IF‘-I

" Known - ]
2 - P

Svstem ITriu:Iin i

Laue clazs |—1

Lattize type IF'

Ll el e

Centrizity I ficentric

Crientation angles

Fot 1 Rot 2 Rot 3
|EI.EIEI 0.00 0.00

Malecular formula
CEHT2M3Mal|

1

Empirical Formula: MoMN3CEH12
Expected Waolume: 2184400 +

(] 4 I Cloze | Save | Defaults.. |

(1) Space group
ZEMEEZ AT H 2N TEETH, KRB ZHNET 2583 ANTOLEIHY A, TT
T —Z LD AT T TREBBEZIE L TWDEEITIE, BB ESNET,

(2) Molecular formula
JeHEL T JRTFHEDIRIHEAEZ AN LES, FFER 1 DO5BE THEBEFICANLET, £
7o REERTICEEN G £000 2 LA L RGEITIE, WA SO E AN LET,
ZZTCAD LA, WIAHIED 2T » ZICBRT 57200 WEEMAT OREA, AR 57~
TWiest (Fro, BRFOMEPED>T25EG) 13 MRS E AN LEL T, BET — 2 0%
1TIOMERHY F7,

(3) Orientation angles
RARELZWET 2L EIIANTLILEESH D XA, T —FUBDORT » 7 CHRIE LT A H B
I AT SN ET,

Rigalcu
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5.3.4 Detector Tab
[Detector] % 71, @H. EIFFIZANTILEETHD HA,

Setup ilil

hlain | Crystall | Crystalz Detector |}(—Ray Source | Notesl

Ao hift Y5 hift Distance

m [o.00 [+5.00

Direct beamat 5 =0 ——

X |255'5OOO Pixel size;

RotAbout
Beam 2Theta  Roty ki |251 5000 |68 H
|o.oo |—20.oo |o.oo

Mask file

| Browse .. |
Advanced.., |

] I Close Save Defaults...

5.3.5 X-Ray Source Tab

[X-Ray Source] # 7 Cld, X fHAEXEDEHREAT LET,

2=
Mair | Grystall | Crystal2 | Detector #-Ray Source I Notes |
—Optics Woltage (kW3 Gurrent {md )

Type |m |4|:|_|:||:|

IGraphite Maonochromatar ;I

Siit o . Elemernt Wavelength 4 )

it size OCUE
- | 0707
IEI.EIEI 00 LI IMDbedenum _I I

Source type
IF{ntating Bnode ;I

Caollimation type
IEI.E x 07

— Polarization
Paolarizaticn Mormal wector to polarization plane

ID.#EEE Rﬂsetl ’V}{ |1.EI|:I w000 Z (000

Uze thiz buttan to zave to the instrument
configuration file. (Administrators onlyd

Ik I Cloze Save Default=.. I

Save to Config |

Rigalcu



(M

@)

)

“4)

)

(6)

(N

®)

MJ13292B
Optics
[Type] 7V F TR b, AL TWARFROMELRINLET,
B THRIE Lo T — % B3 5361, [Synchrotron] Z B L E 7,

Voltage (kV)
REEELE (kV) ZANLET, T TAD LEEEITZEEANCIIM®R SN EE A,

Current (mA)
WEEER (mA) AN LET, T2 TANLEERMEIZEEIIIIKMINET A,

Element

ML TWLEIROZ =7y bOEEETNVZ T ) X FPHIERLET,

Wavelength (A)

[Element] 7 /V& 2 U A N CEIR LIZFERICHET 2 E (A) BFERINET,
HEETHE L7 — 2 2 0BT 25813, BREZHRAL TS, 2084, [Element] 1
AN TE L2 £,

Source type
X M ALEE OB (BAE, n—2 R EORR) 2T NE 7Y A MpLERLET,
BORYETRIE L2 T — 2 203 55581, [Synchrotron] ZZER L FE 7,

Polarization
AR T DT SO FMERELET,

[Reset] R %27 Vv 325&, [Optics] TEIN L7 NFROEERNR2FLE L. <7 hLR
BB AT SVE T, [Optics] T [Synchrotron] Z 38R L 7235418, #2125 UC [Polarization]
DEEEFESTHIENTEET,

Normal vector to polarization plane

RGN 63 DIERA Y PO H M ZRE L ET,

5.3.6 Notes Tab

[Notes] # 7 Tid, BBIISLTRAEFEESZANTLZENTEET, ANLRSTHXFEIHY £

NV

Main I Crystall I Crystal2 I Detectorl ®-Fay Source Motes

Qf I Cloze Save Defaults..
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5.3.7 Save R 8 X Defaults N Z /22T

TANTOX T OREMIL, [Save] RF %7V v 74252 ETRFT D2 LATETETS, Sample LY
Jv. Project L'/ User L)L CORENFRETT, —ET 74/ MEZRIFL TEHL &, [Defaults]
RNEH7 )7 THETTHREBEBEZIFOHTZENTE, AFEOHE THIVUX, BEIIESRGEEZ AT
HRENIH Y FH A, T OBEEEIL. [Assign Unit Cell], [Integrate Reflections], [Num. Absorption Correction] .
[Scale and Absorption] DFFHE « FATHA TR Ry 7 ATHHEHATLZ ENTEET,

7%, Site LYV TOT 7 4L MEDOIRAFIL, Administrator #[RD & 52— —Tr 71 o LIz A
ToZEMTEET,

(1) 77+ MEDERAF (Save)
AT TOREFXATRI Ry 7 AT [Save] R"¥ %27 V27 32%&, [Default Manager]
ATaT Ry 7 ANEREINET, [CurrentLevels] F= v 7Ry 7 A4 THZ LI,
HHWIEMDOY Y —TOMZZ Vv 7 T2 LIED . T74/V MEZRET 2 LUV ZRIRL
¥9, [OK] AZ a2V v r$5L, T74N MEBPRIFSNET,

Default Manager

),

(=
=2+ UserMame
=+ ProjectName
it SampleMame {current)

Current Levels
v Sample
[~ Project
[~ User

[T Site

Set
Unget
Set All
Unzet All

Bk

2) T 74N MEDOFERH L (Defaults)
AT v TOHRELAT A TRy 7 AT [Defaults] R¥ %27 Vw7 325E,  [GetDefaults] #
ATl Ry I ANFRENET, HHATET 740 MEBMEESN TS LUV R T UFRA
EFNCLTERLET, [OK] R A2V Vv o358 REXAT IRy 7 RTT 7+
NV MERBATISIVET,

Get Defaults

Load the dialog parameters uzing:

& Sample valies Caricel_|
" Project level defaults anee

= User level defaults
" Site level defaults

Rigalcuw
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5.4 FESOFHE (Crystal Evaluation)

Project 33 & UY Sample {E%IFIZ [Task] C [Screen Collect and Process] %R L7=8E, 7 —F ¥ —

@ [Crystal Evaluation] "% > %27 U v 7 3% & [Mount Crystal] 3 XU} [Initial Images] 7 A7 > 7

DRRINET,
%% . [Task] T [Collect and Process] %R L7=354 1%, [Setup] (Z#ix [Mount Crystal] D& A3

franEd,

541 #EgDE %Y 2 (Mount Crystal)
[Mount Crystal] Ti%, FEmOBY T & 2Y 7 (FHRoRLEbE) 2TV ET,
ARE T, FUBHBIZEH CCD 25 L TV D ZEEIZ O W I L £,
O 7wu—7F+v— h® [Crystal Evaluation] — [Mount Crystal] "% > %27 U v 7§25 & Raxvideo &
Raxshape 238y L =9, [Raxvideo] # X" [Raxshape] 7 ¢ > RUNRF/RE i, HEEEA O R
~U YRRV Vgl I = A= RBE L ET,

mv Viemldd  Videoly) Coke) Cros@)

Raxvideo 7 1 > R Raxshape 7 1~ K

Q@ I=FA—FOBENET L, V—X—0D [STOP] K& U NHEHEIREE (FL—) (2272 h,
A=A A—F A~y REId=F A —=FIIMOTET, I=FA—Z~y FOR SFEEHAEH L.
[Raxvideo] 7 1> R d Xl ISR OFLEBE LET, B2 MAEDRWEGEIEL, X-Y filF
BEBTHONLDE Y MEAbEET, MIFHBENIKT LS, A=A =2~y FOmE I
Wtz o 7 LET,
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BEWT, A=A A —=F~y RO X-Y EligiEEEZEH L < oozt 7 e X 74 v ofLick
FLET, IHIT, T=FRA—F~y K% 90° EiSE (FEEETIEBIKTFELET) |
FERICHEROTLE 7 0 2T A4 OFRMIBEI L £4, tEBRICH 288 51m, T7hbb, 0
E180° BLU90° & 270° MHLBEL T, ELOLMNLALEATHRMOT LRI BRATA LD
FLALTHARWALEICHEE L E T, &ERIC, I=FA—F~y F& 360° HiRSE T, Fon
IR X2 ) TR T T,

fgmt A XEHELET, 2720, H 50 COBMEESE T X2Hll> Th 255 ICITHlES
LHETH Y FE A,

ffmb A A& EREICIE T 272012, a2 BE LT VRS ICA=F A =S~y REREIiS %
9, [Raxvideo] 71> Fu®d [View] — [Ruler] 227V v 7§54, =T —RNRRINET,
U4y R ETA—T —OmiEEfmOLICEDE T RT v 7452 LT MMM XaRkwbH 2
EWTEET,



MJ13292B

—7

®  [Crystal Size] ¥4 T 27 Ry 7 RKERIARXEZATIL, [OK] REZ %27V v 7 LET,

Grystal Size El

Size
# {mm} " {mm) Z {mm}
||:I.2|:I |D.2|:I ||:I.2|:I

Pleaze zecure or lock the zample rotation axis,
enter the crysal zize from RAXShape, and then
click OK.

Cancel |

® WiT, RN XBIZEB L TCND Z L 2R L $£7, Raxvideo ® [View] — [Circle] #27 V v 7
THE, VA FUICEEDORL S 3HEON (RWM225 03 mm, 0.5mm, 0.8mm) AE/RIN
EFT,INODOMIEX MO —LRBEZRLTEY MRz RE IS L AP L IEANTHEIX
ZOMEVERNRRKENTY A= ZT0 17 ET (VariMax O B — AR O FHEE| \%Eﬁﬁﬁ%
EEBBLTLLZEWY)

. EO
FilelE? EditlE} Viewlst Videoly) Cokorll) Crossig)

Circle

@O K®RIZ, o7V —m—T—a UEBOH L A=A A =2 2 THAOEAIE, mlis#Ez o v 7
L/ji‘é—o

Rigalcu
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542 #EEANFEOHIE

I 2Tl AMBIEN 7 1 75 1 Raxshepe {1 LT, #EfsME 7 7 A L Tshape.dat) % 1B %
FHiEEHPLET, #daTICEGBRR EPEENIHAIE. MHmIMEIC X 2BINAHIE (Numerical
absorption correction) % 1T 9 %ENH B2, FEESMEOREZEIT-> T LI,

BE: HEEZEDVALEES. HROMEBRFMNIED SO, BERY i TER L7k
AT 7 AN BRI EERTZ EIXTEERA,

@  [Raxshape] 7 > K7 ® [Measure] — [Manual] — [Take Photo] %27 U v 27 3% &, [manual]
AT TRy 7 ANERENET, [Goniometer] Ry 7 AZHE (deg) # AN L. Enter
F—2MT L, d=FA—FNEERLET, o, Ry 7 XA0RICHD [< . >] (01° A7
7)o < >>] (10 2T o) | (<< >>] (5 AT vY) KRV v ITD
L AEEAERET D LN TEET, EiSNTVND I =4 A — & OFEHIC L - CTHIE A6
RIS D F9, AR, ¢ B O Z [AlHE S THREAE S ST W LEICBE S
ENT o Bl O B A B L CTREMAMEZTIIE L E T,

tharial - O] x|

—GoniometerBFC1 2 —Capture;

omega: <<= | <= = I 0.000 i’ = R Take photo |
Y
kappa: =< =< | < I 0.000 i’ = | o= | 2o Photo num : Il EI

phi: e I I u_cn:n:il = | 2o | won

Cancel

© MMOT Yy VPR DNEIZ ¢MZREIEET (Zy UVRRARVIRET ML —Z L7286
3, BEROSMER RS AMLONET) .

® [Takephoto] R¥ %27 U v LET,

@  [Raxvideo] 71> FU LT, #fSNEDQTERZIAICE Y Vv 27 L, PL—ALET, HEONR
AV NTETANZ Y w7 FT5HE mREKRDENT A TN, PL—ARKETLET,

2E . MPLSRELTEDL L, 7B ENEDORENE LN WVEERH Y T3, B
1. 1 7L =R LT4A~10 RA > PRREBER L T EEW,

Rigalcu
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i RAYVIDED
File(F} EdtE) \Vidsols) GolorG) Cross)

NL—=2BRTT DL, HEROXA T RIRy 7 ZITHNT, FL—2ANEDELEY v FY
BERENET, HAVRZNT7 v 795282k h, PL—ANEEZHWETEET, BER
(223 [File] — [Save] 227V » 27 L, hL—AfEREZRF LTS, BEIEEENRK T
He BORL—RRAREL R0 £, BT O= y VAR X HALEIC ¢ % EHR S
=2 ZTVET,

ZE . MRPNITEROSEEIT 4T L — ARETY (F: oW =25 | 115° | 205° | 295 ) .

Risk F- AR Crystal shape messurament (shape001 pom)

Frame list

hape
1 ppem -
g 2 . offlne mode (SCmini}
Filename 1 |shapefss.ppu
|

[Raxshape] ¥ ¢ > K@ [File] — [Output] 227V v 74 2%&, [dataout] ¥ A 7 a7 Ry
JANFRENE T, ZOFATa TRy 7 AT, fEINE~7 7 A /L [shapedat] % 1ERk
LI OFEEITVET, [Smoothing] — [Angle] 7% A bR v 7 A THRE LI MAELLFIX,
AT, EoZeme e UCEME LET,  [Smoothing] — [Face] 7% A hR v 7 XA THi
E LT NIE, mE RS2 2 ICiE LET,

%% . [Angle] . [Face] ®AMMEI, @FIZZFH To) . 10.0001] ZFHVEd 23, 3D
FREFERDOENEDRVESITITMEZ R L £,
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dataout =10l =]
Ird shapel0]l .ppm (MERCURY) owmega: 110000 chi: 0.000 phi: 70.000 kappa: ---
Ird shapel02.ppm (MERCURY! owmega: 110000 chi: 0.000 phi: 1&60.000 kappa: ---
Ird shapel03.ppm (MERCURY) owmega: 110000 chi: 0.000 phi: 50.000 kappa: ---
Ird shapeld4 .ppm (MERCURY! owmega: 110000 chi: 0.000 phi: 340.000 kappa: ---
Smoathing:
|7 Angle : (O ﬂ Face : |(0.0001 ﬂ
il Cancel |

@ [OK] RH v ZI7 Vo TBHE, BIRLET 7 AV H LT, fmiNE O ERER G N FELT
ENFET, FHEKRTRHRIC, X v 7T Y EB EESZIRID By o v RUREREINET, =
DOWF,  [Sample] 7 4 /L ZWNIZ Tshapedat] 7 7 A /A BERITIER SNV E T,

=10l x]

XX 7T yEBT Ry fEa AR 3D R Y 4 > B

® MERBRID KRRV 4V RUNELEZ Vv 735 E 3DBEICHTIA =2 —RRREINET,
IDA=a—THiZEIRL, V4V RUNTYURE R v 7T 5E&, BRLZEIOE D IZH
D 3D RANEMEL 3, 7 L— 2 BN LT EL560. 82 U U I RRIML TH D561,
FEERD 3D FoRn E RO B OEREDLRNZ ERH Y £, IELWRICRD X D12, HEKS
S ERIEL T IEE 0,

2% U4 R ETY U ADERZ AR LS EBEISES L, IDEGEZEIRESES Z
ERTEET, F—FK—FDOP, C, OF—%J L., ZIZ4Lphifill, chifili, omega
AL E LZblRicE 0 B2 2 2 0N TEET,

©® [Raxvideo] @ [File] — [Exit] #72 V v 7325 & Raxvideo 25#& T L£7,

Rigalcu
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Mount your crystal and then click OK| @ * »v-&— 2%t =, [Please secure or lock the sample
rotation axis then click OKJ DfERA v B—UNRRINET, o WO RIS H 5 EEE DY
BlE, ECryZ7ENTWL Z ezl L, [OK] RF 227 ) v 7 LET,

CrystalGlear

& Maunt your crystal and then click OF

CrystalClear x|

Pleaze zecure or lock the sample rotation axiz then click QOF

543 FE#EIE (Initial Images)

ZORT v 7T, BEOEY A A=Y (£ TH 20 BRRE) 0HZZ2HELET, BFonEirT
— X &b LIRS ERE L, T DRSS REISET S0 E ) afl LET, o, AKHE
RMEZRETDIODERE R ET,

5431 FHEAEIEREOHE

[Mount crystal] 23& T3 % &, BEIMIIZ [Collect Initial Images] # A 7 0 7R v 7 ANRFERS
nNEJd, 7a—F+v— b® [Initial Images] R¥ > %27V v 7 LTCHLERRIEDLIENTEET,
WEFRMFEZFREH, [Run] RE 27V 973258 TREELZHBLET,

7272 L. [Task] T [Collect and Process] ZZIR L CWD5EE1E, TEIE & ARBIE D SR E
Z 2 ZCRBFICATVET,
FHEAOFEMIILLTO LB TH,
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Collect Initial Inages -

u

Default Screen Schedule -]

cod3_screen???? img 450 200 450 o0 7000 10050 050 10.00 i o -70.00 100.50

(1) Scan table
WERMZANLET, FHAZX TNV v 7T LICEVERT LI ENTEET,
HEADETHZ YV v 7320 VA MRRRENET, ZOVANTF =y 7PN TWVDHIH
H75 [Scan Table] ICF/RENET, TXTOHAZERRT 25T, VA M —&F LD [Al
Columns] ZJER L E7,

Flo, HAFXY UV —AOANELETEZ Y v 7 3% L Propagate U A MRERINET,
MDAF v V=X THE UHEE ANT D561, EFh [Down] . [Up] . [All] %
BT HZ Lk, BEIMICH CEIRESNET,

F'r'u:upl.agatEf

+ Scan Template : [Initial Images] TH#IE L7z FIHr A A —23, [Sample 4_screen????.img ]
OMNIEHTA A=Y DFET) OT7 7 ANATRIFSNET, TFZ B
Ry 7 AT 7 AN EAN L, BET LI ELAHETT,



2

3)

“4)

®)

* Num Images :

+ Image Sequences :

MJ13292B

Ay ) =X TRET DIEHTA A—T O EAT LET,

+ Start Num : FPrA A=V OREEFEATILET,
+ ExpTime (s) : FHTA A — 1 b= 0@ () 2 AN LET,

BT A A=V DRRMGE S LR TESLRRSNET,

R

+ Det Dist : [Setup] TAN LTI ATFE (mm) PEREINET, TFA MRy
ANZAATREAD L, EETLHZEHAETT,
<20 : [Setup] TADNL7=Mtigzo 20 (& (C ) BFERINE T, [Setup]
Toperscan & RARII, ANNTELholGHHIE, TFA MRy 7 R
ABLET,
X X WREEIRE L R OEEDSRS, I =4 A—F D x OREMBE AN LE
j—o
¢ : o HEHAHERE 2 FFDIEE DY, T=F A —F D ¢ OREME AT LE
—ﬁﬂO
+ Start Angle : A%y Y —XOREREAE BFITo) ZATDLET,
+ End Angle : A2x ¥ ) —XOUERTHE (BFEIXo) A LET,
+ Width : HEOIREN A 2 AT LET,
- Step : MEDAT v TigE AT LET,

« Collected : BIEFHDEHTA A=V OFRERERINET,

- Scheduled : WES DA A=Y ORISR TERSEATILET,

+ Scheduled Start : [Scheduled] (ZAJ) LTZ[EIHTA A —VF S OHERMAAENRE RS NE
R

+ Scheduled End : [Scheduled] (ZAJJ L7zEHfiA A — U F S DRIEL T MAENRRSIVE

Dezingered exposure

dezinger mode Z AT 25ET, = v /Ry 7 2% 42 L EF, [Scantable] @ [Exp Time
(s)] 23, Mercury CCD 72 % 30 £, Saturn CCD 72 5 10 & % 585& 1. dezinger mode % i

THLET—FOENIL R ZERHY EF, 7220, WERHIL 2 512720 £,

Bin mode

CCD M HZROMIGE % F87E L E 97, Mercury D513 2X2 %, Saturn DHEIL 4X4 ZEIR L
FT. BTNV ROFEREGEIIELS R VET B A ATV T 7 A NVORBEFIREL 2D ET,

W, EROEL Y bERBREICRET DLEIH Y A,

Screen schedules

MELEOT 7 4V MERBRELTHIEE, TVE TV A RRLIFRHTZ ENTEET,

T 7 4 MEDRAEIL [Import] % FEATH4.

Add Scan
Axx V) —RXEFHIGBMLET,

[Save] IZLVIRFLET,

Rigalcu
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(7

®)

€)

MJ13292B

Delete Scan

BIRLIAX vy v ) —X (HFBETER) ZHIBRLET,

Time estimate

FEAXY VY = ABINTRTOAF ¥ U —=XDMEICH» D TERBAERENET,
Required disk space

BAXY VY —ABLOTRTORAFX v ) —XIBERT 4 A7 BEENFRENET,

Total disk space (C:)
N=RT 4 27 ODFERARRPERINET,

(10) Preferences

HIEFEATANCHE, T XTORESFME2FRRT DR EDORELEITVET, [Preferences] ™4
EIZY T BH L, [Preferences] XA T AT Ry I ANFRRINET,

]|

Collection |

2 Shiomy Distanu:e;_":ZTheta check dialog before
ztarting callection

2 Ihclude Screen Scans in Collect Dialog
(for Collect and Process Task onld

After chaneing image width:
" Bdjust end anele
i+ Adjust number of images

ok | #ebn | ez |

(11) Run

TAEHIE 2B L £,

(12) Close

[Collect Initial Images] ¥4 7 v /Ry 7 A% L ET,

(13) Save

A LI ESRMF 2 R AF L ET,

(14) Import

B Sample TIERL L 7= I7E S % [Screen schedules] 7V & 72U A MIBMT D Z ENTE
\i‘j’-‘o

O [Import] R¥ > %27V v 7§25 L, [Schedule Type]l ¥ A 7 a /R v 7 ANFRINET,

Schedule Type

= Import Screen Schedule
" Import Collect Scheduls

Rigoalcu
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©@ [Import Screen Schedule] 7 VA RZ &AL LET,

® [OK] A% %27V >v2735E, [ImportSchedule] ¥ A 7 a Ry 7 ANFRENET,

Import Schedule |
{* Project Defaults One: 0
¢ Uszer Default Twez: 0,20
i Four: 0,30,60.90
" Site Defaults Default Screen Schedule

Rename |
Delete |

@ FERT LT 74N MED L~V EBIRL, JVFRI 2 A AT LET,

® FHWD T 4> KT [Default Screen Schedule] %33R L £,

® [Import] K% > %27V v 74 % &, [Name Schedule] A 71 7R v 7 ANFRENET,
@ 77N MEZBRT 2MERGEOLFTIEZATI L, [OK] R¥ &7V v s LET,

Hame Scheduls

Pleaze enter a new, unigue name for this schedule

Mew Default Screen Schedules

0 I Cancel |

[Import Schedule] # A 7w 7Ry 7 AD [Close] R¥ > %7 VI L, ATl Ry
AxALCET,

©) “/—/1//*\—0)|}‘:$|\ HL<IEA=2—3—® [Sample] — [Scan State Display] #27 U v 7

9% &, [Scan State Display] # A 7 07 Ry 7 ANFIRINET, XA T TRy 7 A4
TIZ# 5 [Sync with Disk] ARZ > %27V v 792 &, Collected 7> 5 Scheduled (21 A — M
BITLET,
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—3creen
’rScheduIes

Add Delate Manager.. | ‘

Add Scan Delete Scan

Dret Dist Max Resin Start End Mum Start | Exp Time Imace Sched | Sched
Scan Template 28 (deq) X% [ Wicth | Step e | (=) S Collected Scheduled Start End

10.00 18 1000 K 1-18 100.50

—Gollect
Schedules

’7 IDefauIt LI fdd Delete Manager.. I ‘

Add Scan Delete Scan

Scan table: Right-click for further options
Femm T Dret Dist 26 Max Resin % 4 Start End Wicth Step Mum Start | Exp Time Imae Collacted Zohaduled Sched | Sched
Sequences

()] Angle | Angle Images Mum ()

-70.00 | 110.00 1001 RInNala R 10011360 10011360 0o
test??Timg 450 200 5789 450 800 -F0O00 11000 050 050 360 1361 1000 1361-1720 13611720 -70.00  110.00

Mazk File. | Save Sync with Disk | Rebuild Scans

| i B

BATOT Ry 7 AHED [X] RE &)y L, XAT0TRy 7 22 LET,

@ ZAT7arlRy s AR LR, UToXATa Ry 7 2AnFRrENET,  HEV(Y)]
WA a7 )y 7T HE RELEABRDRFESNE T, RELIEAREZHESRFOREIZ
R+ 521X, 72 —F ¥ — D [Collect Images] R¥ > %27 U v L. [Screen Scheduled]
TNET ) A RPHBRLET,

Rigalcu
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5432 TEEIEDE

[Collect Initial Images] # A 7 R 7Ry 7 A THEAF Y U —XDREFMEE N LT,
[Run] R&Z > %27V v 7358, PHMENRKBSAET, [Double-Check Settings] %A 7 =7 7

Ry 7 AREREND DT, [Collect Initial Images] # A 71 7R v 7 ATAS) LT MH % TR
[Start Image Collection] N¥ > %27 U w7 LET,

Double-Check Settings

2] x|

: Start Image Collection
Pleaze make sure that the Crystal-to-Detector Diztance and Detector I
2-theta Anele are correct before continuine.

Cancel Image Collection |

The FCE SATURM 70 inztrument allows the following detector zetting ranges:
200 mm <= Diztance <= 3000 mm 50 deg <= ZTheta <= 1350 deg

Scan D Fat Start End Sched | Sched
Zcan Templste x| Angle | Angle Scheduled Start End
13 P -F0.00 0.00

000 7000 | 10050

[T Do not show this dialog in the future

2T gL IWEA OER —E TR, DE Y EHA A — VR LTRSS, [Check

Image Step/Width] &5 A w2 —UNRRRINET, THBIEDEHTA A — 13 T 5 M 2N
2Tz, [Yes] A w27V v 7 LET,
J A A T L,

/I

[Do not show this dialog in the future] F = > 7 K v
(Yes] R"&Z %7V v F5&, RENWL ZOBEA vy -V 3FRrEINR<

The image step and width walues for Scan 13;
test screen???ime 1-6 are not egual.

Do wou wish to continue with collection?

[T Do not show this dialog in the future

Mo

BT, E—A A by SR CCD MR LML TWARAWZ LE2HRTIA v E—UNFEREN
F9, E—2 Ay RBPELLBOMTFLNTNDZ & &/MRL,

[OK] RZ %27 Vw735
L WENBSBEINET,

ztalClear

& Fleaze make =zure that the Beam Stop will not collide with the detector before clicking QF.

Rigalcuw
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FERIET-OWTE (Assign Unit Cell)

TAMERKE T2 &, s 2RO ZENTEET,

7ua—F v — kD [AssignUnitCell] R¥ %27V w7 35L, LTFOVT ATy IRERINET,
ZDAT v 7T, [Find Spots] . [Index Spots] . [Refine Primitive Cell] . [Reduce Cell] .  [Refine
Standard Cell] . [Predict Spots] 7 27 v T HNEFIZMEE L T Z EIZE Y| Mg T OREL LW
BEALEITVET, EOVTAT v TNLTHURERLYETZENTEET,

- Azzign Unit Cell |

Find Spots

&

Index Spots

O

Refine Primitive Cell

L

Reduce Gell v
T
2

Refine Standard Cell

A E

Fredict Spots g

551 KHtOYwZ 7 w7 (Find Spots)

Z7u—Fv— ko [FindSpots] #7AF v 7RH %2V v r+%5 L, [FindSpots] 44 7 1 7R
VI ARFRENET, ZOAT v 7Tk, MTER LRI RIET B 720 O R % B A A —
U E YTy T LET, FUFERER. [Run] R %27 Y v 7 3% L Find Spots NIITINET,
5T OFMIE, UTOLBY T,

Rigalcu



[Main] #7

Find Spots (kT REKD

hain |Advanu:ed

Right—click on takle for further

Template Avail | To Uze
test screen?y??img 1-6
test? ¥y rimg 1-42
test??7?7.img
Sigma Select Screen Clear Al
IB.OO
Run Cilose Save Defaults. .

(1) Template

HEFHDOEHTA A=Y DARINERINET,

) Avail

HEFEHDOEHIA A=Y DFZNERINET,

(3) ToUse

MJ13292B

Find Spots (2T 207 A A —VOFEEEE L E T, @FEIL. THAEDEPTA A — (Sample
4 _screen????.img) T NTHELE T,
Flo KWEDEHTA A=V ZIEETHZ L bHRETT, ZDHEIE, [Advanced] ¥ 7 ? [2D/3D]
T, [BD] ZVFRZ &AL TIIEEN,

(4) Sigma

KiEe Y77 v 7345 L &0 Sigma (Intensity/Sigma) ZF5E LE T, @EIL3I~SEEOMEE A

HLET,

Rigalcu
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[Advanced] # 7

(M

@

3)

“)

®)

(6)

(N

®)

&)

pl={ale] = A

Minimum pixel value

PR DfIMEZBE L E T, @I “50” Z AT LET,

Peak filter Template
WHEIL 67 Z AN LET,
ARy b A ZPRREWVGEITIE 97 | hSWEEITIT “47 (EELET,

Minimum pixel height above background

wHEIE 07 m AN LET,

2D/3D

WHEIL [2D] FVARE U EA T LET,

W CRIE Lz A A — (RRIEDETA A —) 2 HT 255810, [3D] &R L E7,
Padding (Z1%, “27 ~ “3” BEZ AN LET,

Box
Ta T AP REE A ET S L 512, [Width] 38 X0 [Height] OEZFRE L £3, @HEIXNT
ny 00 EANLET,

Find beam center

WL, Fov IRy I Aed 71 LET,

Include saturated spots

BEIE, Fov IRy I RAeF N LET,

Determine strong peak info

WEIE, Fov IRy I AeF 71 LET,

Resolution

Resolution @ [Minimum] 3 X % [Maximum] fEZ#ZEL £, (deg) DHFEIT20 A%° T, (A)
DBEFA VT A b —LATAALET, BFIX. (deg) DPFAIEL Minimum (& “6” . Maximum
12 “55” AN L. (A) O¥AEIE Minimum 12 “6.79” . Maximum (2 “0.77” Z AL £,
WG 07 E AN LSEIR, BEEEEm @S L TRREET,



MJ13292B

[Set] "Z %27 U273 5H&, [SetResolution Limits] 4 A 7 17 HRy 7 ANKRINET,
[Apply to] NDF = v IRy 7 A%A I 5H Z LT, Resolution #3527 v 7 RINT 5
ZEMNTEET, [Minimum] X [Maximum] 7 % A k73R v 7 AT Resolution % A /1%, [OK]
REvEr7 w3, BRLEAT v 7 TRELLERERIND LI ET,

Set Resalution Limits (d#TREK) |
Resolution (deg) — fpply to
Minimum Mazimum ¥ &l processite dialaes
f |55 v Find
v Index
¥ Befine

v Predict

¥ Strategy

v Inteerate

¥ Scale and fverage

To Edee of Image |

Ta Caorner of Image |

MOTE: Resolution values shown are those most common amonest all dialogs
and may not match thoze in the current processzing dialoe.

(0]:8 I Cancel |

552 #EdE&TDO®E (Index Spots)

Z7mu—F ¥ — r® [Index Spots] 7T A7 v IR %) v 73 25L [Index Spots] #A 7 w2
Ry 7 ANFRENET, ZOZXT v 7 TlE, Find Spots TE v 77 v 7 LI Z S L2, BT EH
LRERITALERE LET, KR EH%. [Run] R¥ %27 U v 795 & Index Spots NEITSNFET,

#4427 OFEMIL, LT LB TT,

Rigalcu
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[Main] 27

()

2

&)

4)

ex Spots (d*TREK)

Main | fidvanced |

— Space group Reflection listz
; dtfind.ref
" Possible
 Known
Gryetal evsiem
| Triclinic =l
[ mEE: [lame
|1 IF'1
— Resolution {deg
92— P firimLm Maccimuim
0.0 0.0
Set

[+ User choozes solution

Fuin I Cilose I Save | Defaultz..

Space group
BH L [Unknown] 7 VAR &4 IZLET,

Reflection
Index Spots THEMT 24U A h&EELE T, @I [dtfindref] ZEINL E T,

Resolution

Resolution @ [Minimum] 3 X0 [Maximum] fEZ&EL 7, (deg) OHAIL20 AE° T
(A) OHEFIA VT A r—ATANLET,

Wb 07 EANLIESAIE. MHEESE S ®E & L TRIRESET,

User chooses solution

WL, T2 IRy I ARF N LET, Fov I Ry 7 AT L, BTEROBKR
RIZIZHREEOH DT ERNFRRIN, #Y BN T EREB ) TEIRTAHAZENT
ij‘o

BB

0

Rigalcu
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[Advanced] # 7

1

@

€)

“4)

®)

(6)

0

®)

Index Spotz (d#TREK?

WLE Effty

Max cell length
WEIL 0" EASILET,
Max residual

WL “0.01” AN LET,

Max vectors
WEIX 0" AN LET,
Grid size

WL 0" AN LET,

1/Sigl

WEIL 5" AN LET,
Method

BWEIx TIDFFT) 23R L 9,

Diffs

Index Spots (2T 2~27 hr b LT, BIZKIFHADRY MV EBEHT 200, HDVE,
X7 MNVRLEDZENT MVEERT LO0ERET 2N TEET,

FERT MVEERTABEIETF v 7R v 7 A4 A LET, BHERONT XA —F 72 B3R
ED LA EHETHLHEICANTT, —F, KEPNEHNLTHWD | Twin GUH) OBAEIC
& Index MR FE VIZ <Y ET,

Deice
Fzv IRy 7 A%edNZT DL icering ITHNDIKF#BRELE T, ZOBREEFEHAT L &
Index Spots IZEHT B KNV 72 0 bl, BEIIT v IRy I A4 T7ICLET,

Rigalcu
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(9) Beam check
BEEXT v IRy I REFT7IZLET,

(10) Use known unit cell
Frxy IRy 7 AT % & Unit Cell DIFHREATT 2 Z LATEETH, @FHITAWT
HHIOAT7IZLET,

[Index Spots] A 7 v 7R v 7 A CHEREEEZ AN L2, [Run] K% %27V v 2795 & [Index
Results] %A 7 0 7Ry 7 ZTRERPFERSNE T, ATREMEDN & D& FEBDERH 25813, fR
PEEERTRINETH, ZOFRTIE, EOLIRERTHoTH=/RERERY FT,

FREMERE L%, [OK] R %227V vy 7 LET,

Index Results

Choose a solution:

Saln Least Sy Sphacegrp Brarvaiz Lattice a b (3 Wallme o B "

Orientations

[0] Reszidual Rat1 Rat2 Rat3

oK | CGancel I

553 fEdEETFDORBEIL (Refine Primitive Cell)

7 v —JF % — k@ [Refine Primitive Cell] 7 AT v 7 RHZ %27 Vv 35H&E,  [Refine Primitive
Celll] ATl Ry I ANEREINET, ZORT v I TlE, BT, FEeLIitr. BH#EOE X 72
EDENRTG A= EREENLET, FUERE%., [Run] "X %270 v 735 EREEIENFEITINE
‘j‘o

Rigalcu
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553.1 T XA—FDORBEL

Refine Frimitive Gell W*TREK) 2=l

Main | Advanced |

- Grystal

e

9 —

tatistics

— — —
[= Allcrystal [ Constrain unit cell according to sy mmetry [~ Goniometer orientation RMS residuals ]
| cled) [ mm [ATEE7 degress  [D552 ‘l
F
osaicit:

7 Al lengths © All angles [ All rotations

I F F F ~F I I I
Rotl Rot2 Rot3

7 Reflectior | (10)
= %
I—LI- [iE6 %5
T X I T L 16744 [ 016460 |11 7808|048 Total | Accepted | J

A

s 00274 [0.0767 00790 (00000 (00000 {0.0000 02206 [01357  [0.1895 0.1000
+—~pp | [pOT82  [00171 0mE2  (0.0000 ID 0000 (00000 FOm41 (00140 (00074 0.0000

140316 [147080 [000000  [000000  [900000 642495  [-518607 [-111.56928 0.2420 Rejected |21 Excluded ID
00013 00012 00000 (00000 (0.00000 00021 (00019 (0004 0.0000

_Conttol
Resolution (deg}

Min [0.0000 Mazx (0.0000 Set ... I

RENE (140353 148025 [90.0000 (900000 (90.0000 643425 ||-615485 |-111.5976 0.3420

A

(6)

N

4)——

- Detector

Start
Last
L
Result

4
Sourcs /g @ [F0000 Cycles [100 < (7)
[ All detector 5 Hejection imits ———————————————————)
= &l translations 7 Al rotations: [~ All rotatiores K fmmd Y tmm) Rat. {dee} 4 (8)
= & = = & ” r r r 05000 05000 1.0000
\_#hift  ¥Shiit  Distonce  Rotfbout ZTheta  Rotr’ Wavelength  Rotl Rot?
ALl &
M [Most =
Faiio0 [uizee  [Eedm [iism  [zo0a [oisad St P70 [0000  [pooo0 A i = (1)
Fooms [02607 [45933  [03511  [-20.650 [01043 last  [oFIO7 00000 [Dooon RELEDER Jimagzs 3\
Fonoie  [Foooos  [aoo4s [Fooooe  [oooTs  [Foooog " fixed fixed  [foced Template | aval | Touse ﬁ! (2)
)l
[Fo07s3 [pes70  [e60401 | [02400  [201661 [0i022 Resut 07107 | [00000  [oooon test_screen??7%img 1
B 1T O D179z [0zoe [02oE2 fixed fixed [fixed test_scresn????img 2 2 -
u :UI [o0za4 Fooosz [ouiza Foooss oo [-0001 s 7o [fed fixed  [fixed I Tk ey e s @ e D

State Additional arguments
Wgiele |55 RefinePrimitiveCell: Run | Refine Macro Editor.

Run “ Closs | Save | Defaults |

\

(M

2

(€)

\

®)

Macro
Y7 BOREZATVET, B [Most] Z@IRL £, [Most] ZBIRLIZGE, LLTFD (3)
BEW® @) OFNTA—FZIHBCT = v IRy I ARF U ATRY | BRETHILIETEE
B,
[Single Step Refinement] ZER L725HA11E, 3) ~ (5) DF/T A —F 2EplITR#EL L
E 3

FE :  [Macro] IIEEHBRETERORBELOBICHERASNET (512 K& 1 ORE
{t._(Final Refine Cell) #ZH) , [Final Refine Cell]l ® AT v 7 TCMacro2ZE T+ 55
&1, [Refine Primitive Cell] DA77 v 7" T—EREILEIT O LENHY £,
Bl % iE. [Final Refine Cell] ® AT v 7T [Macro] % [Integrate] IZZE 3 354 1%,
[Refine Primitive Cell] ® 27 v 7T [Most] TD/T X —F DIEBALIKT L1k,
[Integrate] IZEE LE¥, FEREDOREMEZAS L., BERBILEZFETLET,

Refine on

HHE X [(Images] ZBIRLET, BPA A—TCO—ENRFREIND DT, FHEAICHERT SE
A A=V E@BRLE T, @EIL. PHUEDOET A A =2 N TRRL ET,

F 7. RefineonT [Reflection list] Z®R 95 &, [Reflection list] 7 /LF 7 U R MRFERE
WEY,  [dtfindref] 23RS 2L, 551 KIHOE Y77 » 7 (Find Spots) TE v 277 v
L7e R & VORI T E T,

Crystal

Frxv IRy I AEFNITDHE, BT EE (a. by ¢, a, By y) . fEWmHFAL (Rotl, Rot2,
Rot3) 3 LT Mosaicity D&/37 A —# 8L LET, BEIL, TXTORITIA—ZDF =
IRy I AEF N LET, MmRICE->TIE, a. By yREVPEESNDHENH Y £7°,
[Constrain unit cell according to symmetry] F=v 7 Ry 7 R&F 7145 E, Fov IRy
Ax A AT LTV DI IERD /T A —ZITREALORMEN LRI S ET,

Rigalcu
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(6)

(7

@®)

©

MJ13292B

Detector

Frxv IRy 7 RAeF AT 5L, BbEAE (XShift, YShift) . 7 A J K (Distance) . &
HEslrllizfg (RotAboutBeam, RotY) B L2060 (QTheta) DK/ T XA — X 55 L L E 1,
WEIL, TR_XRTORTRA—=HDF =2 IRy I A A A LET,

Source

7‘1‘)716‘772%21“/ 9% & XHR (Wavelength, Rotl, Rot2) DF%/37 A —X & fEEAL
LET, £7EL, @FIE, TXTONRTA—FDOF =y IRy 7 A%t 7 LET,

vrrnm br R o —AEBE R OB OYA . Rotl, Ro2 ZMEFE(LTH2MENH Y £7,
THUE, BHEICR L TERZT 2 XBOoThEE R LET,

Resolution

Resolution @ [Min] B LW [Max] [EZ AN LET, (deg) DFAIE20%° T, (A) 0
BlEA A b r—ATANLET, WHEIL, Find Spots TAA LI ER CMEE AL ET,

W ‘07 E AN L7SEIE. BREEESmEAHE S L OBRSET,

/o (D3 L Cycles

(Vo M] 7FA MRy 7 2Z1E, BERICHNDKHO Vo (DEEZZELET, L%i“?
BREOCMEEZAILET, [Cycles] TFA MR v 7 AL, /b “REOEKEHELET,
'Wiﬁm”&g@@%lﬁbiﬁottbxﬁ$#%&ﬂﬂﬁbtﬁai\%@ﬁﬁ?%TL
£7

53 . (6). () TIRE L&A O KEHIHEEL 2 HEIBR S 41, (9) @ [Reflections] — [Excluded]
Ry 7 AZFRENET, T THELEERMET, KHMBEH (Reject) SNDHZ L
HYFEEA,

Rejection limits

Wik, X1 . [yl . [Rot] ik, #1#h “05” . “05” ., “10” #ANHLET, FHE
P & SERINLE OB ATMELL EIZ72 o 72856 ZOKEHIFA S, (100D [Rejected] -
J ALRRINFET, ﬁam#9i<w#@w(®®ﬁmm#om TR BV, (100D
[Reflections] — [Accepted] 23wl d7evy) Ha, Hazin£i “1.07 . “1.07 . “2.07
WCEE L, BEHRELET,

Ao

FEEAL O Z W L E T, K5/37 A —2 D /o M 0.00 FEEEIZ 72X, bR L= &
EAONET, FNRNTA—FBNKTLHET, [Run] RZ 27V v L, WMEEZRDIEL
EITLET,

(10) Statistics

AL EREIATOIL TS Z L 2l LET, FFIC, RMS residual OEIZER LET,

i, [mm] 2%0.1~02 LLF.  [degrees] 7% 0.3~0.4 F2EE(Z20UE, HREIZIKLZEEZ DR
FT. ZNHOHEMIT, MROEICHLRELLELAEINDGOT, WENIEFICHEATHND Z L%
HWiT 251 2OHZE LTI,

B, WE LI T ERNIELNT & EHEEDSIEMIZITON T Z & 1%, Predict Spots®D A7
T CHERT DI EMNTEET (5.5.6 FEME T OGS (Predict Spots) #Z ) |

Rigalcu
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FELKE T oEhZE . (Reduce Cell)

7ua—F ¥ — D [Reduce Cell] W7 AT v TR %7V r55HL, LLF®D [Reduce Cell] #
ATaTRy I APERINET, TORAT v 7T, MO EWERICERINTEMPERIN
T, YRR T2 RIN%, [AcceptCelll R¥ %7 U v 7325 & Fhidbks T ORIZ #2358 H
SNFET, FRLUIZFERETDIE LW E 9 20F, Predict Spots®D A7 > 7 (5.5.6  FEihks - DO ffEFE

(Predict Spots) # &) THERTHZ LN TEET,

Reduce Cell d*TREKY x|
Thput cell:
e e ] e Volume e | B | % Fiat1 Rot2 | Rota =
4l | 3
Max residual
1.00 Redice Gl |
Choose reduced cell
Soln Least Sq Spacegrp Bravais Lattice a (1] = Wolume o B K

13 oo7 3 monoch P 13499 511 1476 1056 a0 .00 a0 .03 a0 .00

14 o.oo 1 triclin P am 13.98 14.76 1036 a0.03 a0.03 a0.07
Orientation

Transformation matrix Riotl Rt Riotd

2 154, 62 68
3 126, 62, 12
4 (126, 62, 68}

IW— ID— ID— |54.39 |—61 b |—1 1160
JII IR [T
FI I [

Accept Cell I Close Sawve Defaults...

(1) Max residual
Least Sq D% £ Z E THATH0EMRELE T, BHFIX “0.00" A LET, KiEx AT

L7212, [Reduce Cell] NFZ &2 U w7 35L, MRNEHFINET, REMNREWIZ
E. OB Lk FER MR & L OB ESET,

(2) Choose reduced cell
AREME S L THE X DD REE T2, MO mWIRICR REINET,
FERAS T RIRT ABRICIX, [LeasSql OEZBZE LTHWET, ZTOMEN 1 L0/ SN
BlE. ZORRE T PRI ZHAT D7D 02 s Tho b armLEd, UA M
{2 Least Sq DMEAY 1 XV /NS WREEREE 70388 255 A 13 MFRPED @RS Sk 1 28R L £
R

2% . —RMICIE, Least SqRMEN LV /hE L, ALY EL, AV a—2R3E0/h3nbD, £
AT XV ITHEMIE T OB EMTHIHANZ L D T, BT ERBRMDOEAEIL,
—H, ZZTROBF 2D, 555 BZEHE OFSEREE T OS5 (Refine Standard Cell) | 5.5.6
it EEE T OHER (Predict Spots) 1TV, FORERICE > T, BEEHENIE LW E 5 00K
HREZITVET,
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MJ13292B

HhE# 1% OFE T OREH L (Refine Standard Cell)

R L > TEONIRERKE IOV T, ESITHEBILEITVET, fx OEIEIZ OV TIL, 5.53
i ks T DKk (Refine Primitive Cell) & [FIEE T,

FEabk& T OMER  (Predict Spots)

7a—F ¥ — h® [Predict Spots] V7T AT v T RE %7 Vv F5HE, [Predict Spots] XA 7 &
TRy I ANRFRINET, TORT v 7 TiE, B LIRS LR TTRIND IR ONEE, [6]
TARA—V ECTHRGDETRLIZENTEET, ZLORNBHATTRINIFE—FLTW
AT, FER, R AMITELWEBZONET, FIERER., [Run] RF %27V v r45L
Predict Spots 23547 S E T,

K2 7T OFEMIE. LTO LB TY,

Predict Spots i+ TREK) ilil

Main

Fight-click on table for further options

Templste Al | To Uze |ﬂ
sample_screen’? 77 mg 11
sample_screen’y? 7 img 12
sample??77 img - 1001-1180 m
Sample? 77 img 2001-2180
sample? 7?7 .img 3001-3180 J
-

I~ #pply mask Clear Al |

Crystal mosaicity

IEI.1 a8

Rotation Fesolution (deg
Begin End firimmLm Pz imLim
IEI.EIEI IEI.EIEI IE.EIEI IEE.EIEI Set

Fun I Cloze | Save | Defaults.. |

(1) Template

HEFEADEIFTA A —T DARIPRRIINET,
(2) Avail

REFHDEIPTA A —T OFBENFRRINFET,
(3) To Use

Predict Spots |2 AT HEIHTA A —YDOEFZEZHELET,

(4) Resolution
Resolution @ [Minimum] 3 X' [Maximum] fEZ3XE L E T, (deg) OHLAIE20MA%° T,
(A) OHAIFA VT A r—LTAHLET,
WG 07 AN LA, BtmREEm A E LT Rsh x4,
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REFHZAN L, [Run] REZ %227V 07358 BEMICA A =20 0 RURESE L, B
LIeB ERR TP EN D KA OME (FH) DEATERRENET,

BE: By ar et i LTnBBAIE. £ A—DY 4y Ko RES LETA,

EROXSIT, EREOME LFE EOKFOMER, BB LELE> TOIR, - ER L5 AL

E LS . HELD 5 £<TbRTNS EEXLRET, b, £ A—U W 42 KUk Lich 5 @

TAaALEIY v ITHE, RBEOEITA A —VRFRS N, EBEOKE & FE EORE O E % i
RBEBZENTEET,

[Predict Spots] D AT v 7 TiE, %, EEKOREH A A =Y TRIFOMELAMHERL T ZEN,
Al ORBERLEIR L 7oA FEBUT Lo T 1 BDOEHTA A=V TIE—HL TV L L O ICRATH,
AEORES B STZEHFTA A=V TIE, IES B LTORWEERH D £3, HxRAE O
RYHZ LT, MERETOIEYEE X0 EEICHRT N TEET,



MJ13292B

56 AHESMDHEHEHE (Strategy)

EE: %, StrategyD AT v 7TIXFEFTLERA, EENRHAE 2T T76 (1. & 2R %
FEALT, 5.7 #EEELZEHFA XA —VDORE (Collect Images) #FEFTL T E&X VY,
7L, ELWEBFEERT TIZhroTRY, HIERBE2EL T840, ARXT v
BT,

HTH Project 3 & O Sample TERKRE, & L < IZBEAF D Project 33 & U Sample % B < & % |2, [Task] C[Screen
Collect and Process] %R L7845, 712 —F ¥ — NI [Strategy] ™F > NERRINET, Strategy 13,
BUEOFER, a0, MFEE S Lo, REICLERAERHZFZN T 57077 4T3, Zh
2k, F/NEFEHC, Redundancy & Completeness % & 6O 7= EARMI 2 I EN ATRE L 72 0 £,

7u—F ¥ — O [Strategy] R¥ &7 Vv $25E, [Stategy] XA T RIRy 7 ANRRINE
T HX T OFMIILL TO LY TY,

[Main] #7

Strategy (*TREK) 2 x|

Main I Advanced I

Search resolution (dee? Lze redundancy
Miriimum Maximum fisimum

IE.I:IEI IEE.EIEI Set . IEI.EIEI

Min % completeness g - . -
utomatically accept best possible
IQQ'DD Iv completensss

Fuin I Cloge | Save | Defaults.. |

(1) Search resolution
Resolution @ [Minimum] 35 & O [Maximum] %25 E L£3., (deg) OHAIL20 /A% T, (A)
DEARFA 7 A P —ATAALET, @FIE.  (deg) DAL Minimum (2 “6” . Maximum
2 “55” Z AL, (A) O¥AIL Minimum (C “6.79” . Maximum (& “0.77” Z AL £,

(2) Use redundancy
WEIE, Fov /Ry 7 22 F 71 LET, Fov Ry 7 R F 00T 5 &, BET LN
[(Minimum] Ry 27 ZADOREME Y DR R EIITHET 1 7T 2EFHLET,

Rigalcu
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(3) Min % completeness

BRI Sh D ~EpSHT L TENE j@)i%ﬁﬁﬂﬁﬁ CHESINDIDEFRTHIETHD
Completeness (%) DOF/MEZFHELE T, BHEIX “98” # AJJ L E 7, Strategy TiL Completeness
WREMEVREL 2D LD L(EUE7H77A%Q+ LET,

(4) Automatically accept best possible completeness

WL, Foy IRy 7 A% A LET,
H #1912 Completeness I L2 e WEAIZIE, Fov 2Ry 7 2&E 4712, [Advanced] #
TTOREZEIT> TSN,

Mosaicity?X, 5.3.3 Crystal2 Tab % L < 1X5.5.5 EiZE#E OERETDOREE( (Refine Standard
Cel) TRELLMETHESINE YT, LB oT, Mosaicity) S RED D LW KREWEESIE., KN
Doverlap7e EIZ X T, CompletenessB3423Z E08HY 9, TOHEIERK, V—AR—D=

<y FAR& B CMosaicityZ EF LEF, ZEF %, [Save Changes to New State] K% > %2
Uy 7 LTEH LVMEZRE L%, StrategyZEITLE T,

[Advanced] %7

Strategy W+ TREK)

Main  Sdwanced |

Speedfaccuracy factor ———————— — Rotation {deg)

O Wery fast Begin [ Fix End

" Fast 10 |-1 10.00 I_."I:l.l:IEI

" Accurate Maximum ratation range

" Custom

I'I 2000

2Theta dee) Diztance fmm] _ _
I_ED I45_DD [ Zero omeea using phi offzet
Imaze width (dee) — Use previous reflections ———

IEI.EEI Betflection st

I'I _dtintegrate ref

Chi checks (deg) - - |
I45 j Impart Beflection Eile..

Fhi checks (e

A lous I+ -3
[pa0180270 =] I Anomalous

[T Output reflections

Fn I Cloze | Save | Defaults... |

(1) Speed/accuracy factor

PERH & FHRAAROEE CEEREORERR L OLiER) & DOWEREIRE L ET, @ I1E [Accurate]
FUARE A N LET,

TXA MRy 7 ZANOHIEN 1 O & & FHEEROBET LAY 35, BEBEITHZ £,

12, 0372 ED/PNSUVMED & X%, BIEAEITEA LETR, FioE R Sk o FitE ﬁ‘t%k
Y @ Completeness 233 H L7 WEERH Y £,
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(2) 2Theta (deg) . Distance (mm), Image width (deg). Chi check (deg). Phi checks (deg)
HEOFESRMZHE L ET, [Chichecks] . [Phichecks] 7F A MRy 7 AZAEEANITD L
Strategy(3Z DAL AL > THET 7 7T K &FtH LE T, 1, | TREIDZ & T, MERT 2605 MA
EEESOTIENTEET, HEL, xEEI=AA—F T, BEAELUIMNIFEELRNTLE
S,
HESMHIZ OV TIE, 7.1 Data collection®D A7 ¥ 2 — LB L T ZE 0,

(3) Rotation (deg)
FFCQ) & FERIZ, 7.1 Data collection® A7 ¥ 2 —/LEHBR L TL IZEW),

(4) Use previous reflections
WHIITF =y IRy 7 A F 71T LET,
PARTVERR UTo SO 7 7 A V& AW TC Strategy 2 AT T 25 A1, T=v 7 Ry 7 REF L,
[Reflection list] FNVE T2 U A NPLRFT 7 A4 VERINLET,

(5) Anomalous (I+, I-)
WX, Fov IRy 7 A2 F7IZLET,
ZITE TV =T AHORECOWTERLEY, Fav /Ry 7 22 2d5E, 7V —F
IV EMNIIZE %, [Main] % 7@ [Min % completeness] THEE L 7= completeness (27225 & 5 1T
TV =T ERET DD, WERBIIEZ 7,

(6) Output reflections
Fxy IRy I A%F AT D e, FHEBRICESHTHONDIKFDOY A M EERLET, B
7 7 A Vi ldtstrategy.ref] T,

[Strategy] ¥4 7 a2/ HRy 7 AD [Run] RZ %27V v 7§ 5E, Stategy 23 FEIT S E T, Strategy
OFERIL,  [Collect Images] A 7 a7 Ry 7 AIKMSILET,

Collect Images - AFCE SATURM 70

W | Dezineered|exposire Bity mode ————— Past=eollection #sray eeneratar script
Ll = 4x4 J<Hone> =l Cannest JAE |
2R

Caollect schedules
Strategy Results 2 LI Add Scan | Delete Scan |

Scan table: Right-click for further options
Start | Exp Time Image Sched | Sched
Completeness Num (=) BamuEnEEs Collected Scheduled Start End

1-254 1-254

~Time estimate Required digk space Total disk space )
Scan Ohrs 0 min {Thu Jun 15 07:23 PM) Scan 0 ME %) fivailable 45418 MB
Schedule Ohrs 0 min (Thu Jun 15 07:23 PM) Schedule 0O MB Femaining 46418 MB

—Completen:

Image Dir.. Freferences... |
Update |

Fun Cloze Import... |
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5.7 EfGE L7=REIPTA A —TDOHEIZE (Collect Images)

7u—F ¥ — h® [Collect Images] "Z > %27 Vv 7§ 5& [Collect Images] ¥ A 7 BV HRy 7 ANEK
RENET, RPESFMEERER. [Run] R¥ %270 v 7325 RUELZBBLET,

5.7.1 AP ELRHFDHE

[Integrate Reflections] (2T B EIHTA A —03, [Sample£22?2.img] (22220 [BHTA A —T DF
) D7 7 ANATRIFSNE T, KHHEOFEMIL, 543 ThEllE (nitial Images) #ZML T2
0,

ATURM 70

¥ Dezineered exposure Bin mode Past=collection Xoray) ecneratar script
1K1 <None =l Garmect JAGE |
C2K2

Caollect schedules

Default LI Add Scan Delete Scan
Scan table: Right-click for further options
Max Resin Exp Time: Image Sched | Sched
Scan Template 28 (deg) (€ Sequences Collected ‘ Scheduled Start Endl
test? ] - 0.50 0.50 360 1001 RONG 10011360 10011360 -7000 | 11000
test??Yimy 450 200 574 450 900 -FOOO 11000 050 0.50 360 1361 1000 1361-1720 13611720 -7000 11000

—Time estimate Required disk zpace Total disk space (G
Sian 1 hrg 30 min (Tue Sep 12 0657 PM} Scan 45 MB (504 fvailable 1345 MB
Schedule 3 hrs 0 min (Tue Sep 12 0327 PM) Schedule 90 MB Remaining 1256 ME

—CGompleteness
Image Dir... | Preferenc:es...l

Fun Close | Save I Import... |

ladate |

5.7.2 ARPIEDEHLE

[Collect Images] A 70 /Ry 7 ATEAF ¥ v ) —ADRIESMEEZ AT L%, [Run] R%
YEIZV 7T HE, RUEEZBMHLET, [Double-Check Settings] %A 70 7R v 7 ARFRIN
DT, [Collect Images] A7 a7 Ry 7 ATANLIZEZMZ L, [Start Image Collection] 7R %
a7V 7 LET,

Double-CH ettings ﬂm

Start Image Collection I

Pleaze make zure that the Grystal-to-Detector Distance and Detector
2-theta Anele are correct betfore continuine. Cancal Image Collection |

The AFCE SATURM 70 instrument allows the followineg detector setting ranees:

200 mm <= Digtance <= 3000 mm -50 dee <= 2Theta <= 1350 dee
Scan D Fot Start Enci Sched | Sched
Scan Template avie | Angle | Ange Scheduled Start End
17 @ 7000 | 11000 |1001-1360 -70.00 | 11000

18 testvyy?img 430 200 ] -70.00 11000 1361-1720 -ro.oo 110000

[~ Do not show this dialog in the future
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5.8 FEoKHMEDFHE (Integrate Reflections)

ARRENKE T2 & HFE LIZETA A= 2 AW TR REZFH T 5 2 R TEET,

58.1 <A 77 AIVOVER

[Integrate Reflections] & FATT HHNI, A7 77 A NVEAFRT DLERH Y £5, Zhid, B
AA=VICBNDE— LA by ROEOEG e~ AF L T 5720 TT, v~ A7 SN OFEs K
SR DR RIIIThILEE A,

Y AT T 7 ANEAERT D FIEZ L TICEA L E T,

) @

strystall:learfSM 1.3.6 5P2 b8 - [Sample: saturn In: _1al x|
Fle Edit Wew Sample Instrument ProceMghg Tooks indow Help

|PrRE7ER(cEse e BEe L0Ee|? ||HnT=5E = L

Sample: lsaturn— ma + =10 x|
A[1[[O0l2]5%(% o%|mEm (s

A

W Image Display -

A7

[rem}

Ea
Rl

5l

T = Ll

Tndex: Spots ﬂ
0
Refine Primitive Cell ﬂ

[

Reduce Cell ﬂ4:

[

Refine Standard Cell ﬂ :

[ RPN

Predict Spots ﬂ

o

. Image width (*
Integrate Reflections ﬂ . Exposure time (min)
o Grys o det dist (mm}

Laue Check - Detectar 2o (°
. Pixel position
[

Fixel value
Num Abs Cor @ v Peak intensity

1 Resolution (A) | ¢ —

Scale and Absorption a Intensity/Sigma
HKL

0 Spot distance
Final Refine Cell ® B siaemis 8 i =
1 i [ 3

Messages:

ReduceCell succeeded. {13,110 d
This dialog has been modified. Do you wish to save? Response = Yes (031105 11:11:100
Would you like to use this mask file for all scans? Response = Yes (03/11./06 11:1162) j

- Imaee name 1=

rohasssssnnnnnnnnn

AmsssssEsEsEmEEEESE
*an?®

+

z Image rumber
4—@ Reflection list

Start angle 7

-
"

d

l

.
*

()
|tz AE L B |2 |E]» |2 =]

© V—nrs—E#y oL % 20y L. [Collect Images] THIE L {LEOEHIA A— %
BIRLET, BIRLZEIHTA A=V NA A=V T 4 RUIZEREINET,

@ vnri—oQrsarmr sy e LEF, TOV—E. E—5R by AORBESO~

27 Z BT 25 EICEA LET, Hofh (X4 L7 FE—LALE) 2 DIMUITT - TH
BORZSERNTI 752 L1280, AEHSO~AZ ZHRETDHI LN TEET,

® “/~/1//\‘—0>Q74’ avEIZ VI LET, TOYV—UE, E—A A K~y ROKEES O~

A7 BT DG EIEN LET, 4 DOTHRZIRET S LICX Y, HIEO~ A7 iy &
ETH LN TEET,

2% . QLOOBIELEHIIIT > THMRTE Z1ED Z L b ARETY, £, EEROYA 7 DK
TEE E=L APy RO LV O LAY RE AESTIEEN,
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&
@ VY= R—p My farzl Yy L fERLIEY A 77 ANVERIELET, vRT T 7
ANEERLETHEE., 207 arzr ) v 78, OOBENLEETONET,

582 MERXEHREOHE

7 v —F ¥ — @ [Integrate Reflections] " ¥ > %7 U v 732 & [Integrate Reflections] 41 7 =
TRy I ANFIRENET, ZORAT 7T, @i, —Re7u7yANVT 49T 472 HNT
FEO A L ET, RERE%., [Run] R¥ %271 v 27 32%&, Integrate Reflections 7352
TENET,

%3 . Integrate Reflections T, 2 FREEDFELY N HBRE 7 7 A /b, [dtprofit.ref] 3 & O [dtintegrate.ref]
DER S E T, Tdtprofitref) 1%, ZRICT R T 7 ANT 4 v T 4 TREBZFELIZH DT,
SETREEMMTE < . KR L W EAICE LE T, [dtintegrateref] X, Zkoc7mv 77 A L7
4T A TR ERE L TN O T, 572 E, REBRENBRWNGAICHENT L. B
WIERDBBZBONDZ LB 7,

HSTOFEMIE, LTO LY TY,
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[Main] #7

Integrate Feflections (d+TREK)

(M

@

©)

“4)

)

™

{gg

_set. |

Template
HIEFE A DEPTA A — Y DARITNERSNET,

Avail
WEFHOEPTA A=V OBFRERSNET,

To Use

Integrate Reflections (2T 2 [E41 A A —VOF S EIEE L E T, @EIL, @ LT A A —
Y (KAEDE A A—)  [Sample 42??2.img) &~ THRELE£T, FHEEDEIA 2
— [Sample 44 screen????.img] 1LF8E L EH A,

Resolution

Resolution @ [Minimum] 3 X O [Maximum] fE% 5% E L E 7, (deg) DHFAIX20 A%E° T,
(A) BB ITH 7 A b —LTAHLET,

Wb 07 EANLIESGEE. mHEEEm S EE & L TRIRELET,

Box

T AR E A R R HBRICEA T 2 ERORE S EHELE T, BHEIX0CEZ AN LET,
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(6) Image per batch

[Scaling] . [Refinement] 7R > 7 A |Zi%, @7 “10~50" 2 AN LFET, Z OEITREHS
TR 7, BTEENNIWGEIE, REMEZ R LTLEIND,

[Collect Images] &4 7 a2 R v A@® [Width] 1 “0.3” (deg)’e &ED/NIVMEZE AT Lz
A1, [Scaling] . [Refinement] R v 7 Ai2ix, [Width] % “0.5” (deg)lT L 7-FfIZ it & J&
PNOED 2 FEOEE A LTSN,

(7) Padding
EE. ‘1" AN LET, Mosaicity WHHIEIZIRE > TVWBIEERS, T—XDOEBEMD T2
(CRRBRA IR AT 5 £ 9 e Bid. “0” 2 AT 5 LWBFRHENH D 2 LR H Y F
¥

[Advanced] # 7

Inteerate Reflecti

3 refine batches

(1) Perform profile analysis
TRTFANT 4T 4 B RS TREZRODLIGEICHENLET, BFIX Ty IR
v 7 A A ATLET, [Numreflns] 7% 2 R v 7 ZTERT A —2 OFHITEN T 5 54
%, [Maximages] 7F A bR v 7 ZEEFTA A=V OAEANTILET, 77 40 Ml (£
nEkh “25” | €127 ) EEHLTCHLMESH Y £ A, £, BHION—=Ya DT 7 41 b
e ( “20” . “20” ) CTHLREDHY £HA,
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Refinement macro
EEIX Most] ZBIRLET, TIZTiH, BEAETDHIRIA—FZZBELETH, 7r—F %
— k@ [Assign Unit Cell] — [Refine Cell] THRE LS00 A S ET,

Find reflections and refine before integration

BEIX, Ty IRy 7 A2 FT7ITLET,

Frv IRy I A A AT 5 e By KEEEZFHE T SR, 3RE L7 Batch #5y O &
DE 7T v T EREIEITNET,

Predict reflections and refine before integration

WBEIX, Fov IRy 7 A%A 2L, [Images] 1% [3 refine batches] ZERLET, F= v

VR I R A NTT B L B IRE 2 FH RS S AN, BRE L7z Batch £y DRSS -0
B EITOET,

5%E [Main] # 7 — [Image per batch] — [Refinement] 7 % & bR v 7 R “20” % AJ]
LTW5%6 . [3refine batches] Z#INT 5 & 20 X3 =60 o DFEEALIT > TH
DI U TR 23R L £ 7,

Ice rings
Ice V2 7 DEGEMILLIDNE S I AF U 7 LET, v AF UV ORFTIEEdRET 5 2 &
MTEET,

[AdA]ARZ %27V v 735 & B A A—IUNRRAIND & RIFFC, REHAZ AT1T 5 [lce
Ring] AT R TRy 7 ANERSNET,

Ice Ring

Enter rezalutions or click on image
iy Iz

Ice U > 7" D34 U T4 Resolution DFEFAIN DD > TWAEA L, EHE (Min] . [Max] 7%
ARRy 7 A ASILET, 2, EFA A=V BIEET A b TEET, TOFIEEZLL
TR LET,

D Iece Vo 7 H#BETHFAO—FNOMT~ T RAE KT v 7 LET, ExIEX, ARDID
BERFTYURERNTI v LET,

QU AD KT v T aMRETHE, XA LT b= EEZHLET D2 EHOMBINET,
FIRFIZ, M ONMEICFE Y F 5 Resolution FiPHAS, HEHNWIZ [lce Ring] A 7T ARy 7 A
®» Min] . [Max] TFA MRy 7 AZAAENET,

Rigalcu
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3
Enter resolutionz or click on image
flity Pz G |

23522 [24.940) &l

e

@ RRENTAINMENEY THAHYLAIE. [OK] A& %7 Vv 7 LET,
WRELETEHAE, Ice VU 72 HERELET, UBNIHRT Lz Ice V7 3MEE SN, 15
TE LT 2 EOM MBI ILET,

@ Ice V> 7RO~ AY ZEBERT 28551%, Hiddb T [Add] A& %227V v 7 LET,

Fix mosaicity

WHEIL, Ty IRy 7 A ATIZLET,

Mosaicity Z[EET 21X, T=v 7Ry 7 A& A2 LET, [Fixed value] 7F A hR v
7 A2 Mosaicity DfEx AJ13 %7, [Use current mosaicity: | = v 7Ry 7 A4 1275
L. BRI TV D Mosaicity DIEZEFEHA L E 9,

Mosaicity model

WEIL, Ty IRy 7 A2F7IZLET,

Mosaicity DfE %, FHHEAEL D b RERETHBILT 25H1E. Ty I/ Ry 7 A%F NI LE
j—o

Check overlaps

BWHEIE, Fov IRy 7 A% A A LFET, [Max fraction] TF A MR v 7 ADT 7 4V Ml
% “0.037 TY, eV OFIPHIZE > TS 2 K FENER > TV DA, ORI
HEnET, T LY bREBRERRED, b LUTRFEOLRAIX, A——F v
LTWARHE LTI I 7B THRET,

Wait limit (sec)

WE &7 — 2 B % FIRFIZAT 5 56  IRICALEE T R E BT A 2 — VB2 055121, [Wait limit]
TXAMRY 7 AT AT U OR, A2 —RPWE L3, ZORMZIEE THLRORET
A A=V BRIFAE LR WG AR 2 il L3, L, 1S BEXICEiA A —Y o s
MR LET,

HIER THRICUEEZIT O HAICIE,. 22 TANLEMEICERIIH Y T8 A,

Rigalcu
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(10) Minimum valid pixel value
B BN OR/NFRIEZRE L ET,
(11) Display images/reflection lists
WEIL, Ty IRy 7 AEF AT LET,
Fzv IRy 7 A% 7(2¢ 5 L, Integrate Reflections BNEITIINTWDHR], £ A=V T 0 K
VEBIORTZ T AT 4 RUBRRRENEEA,

(12) Generate ellipsoid info
WEIE, Ty IRy 7 A2 F AT LET,

Rigalcu
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59 T X FRO¥|E (Laue Check)

FEYKEREDOFEN KDDL, TR HROHEEITOVET,
Z7u—F%— F® [Laue Check] R"¥ %7V v 27 32L, [Laue Check] #A 7 0 TR 7 ANRKR
SNET, BRITHELZELETAILNETIH D FHA,

Laue Check (d*TREK) 2lxl

Reflection list

Highezt Laue swmmetry all -

Idtprnfit.ref j

— Unit cell reduction
Maximum least squares IEI'I—
residual :

ﬁ_ MErge

v Batch scale using Lave class ——
M flacti Ideal IEI.EIB
aximum reflections
IEEI
per batch Maximum |n.15 -]

Ihcremental increase ratio I—.I 3
\maxlmum e

v fverage Bijvoets (Assume I+ = [

J

Fun | Cloge | Save | Defaults... |

B . T 74V NERE Tl Lave BEAVHRI T X 7202 o 7285518, R-merge NOKEEZ KE S RET D
& Y72 Lave BEVHIBICTE D2 HAE0RH Y £,

SR E®%. [Run] R"Z %27 Y v 2795 L Laue Check WEITENE T, HIEHEN [Laue Results]
A TRTRy I AR RINET,

Laue Results (d*TREK)

Highlight row to select Laue class:

Laue Unigue | Lattice Calc Ohzerved

Clas= Az Lized Groups fluit fluit Rmerge Pass?
-1 - aP a0 1.00 2.00 0.02 [PASS]
2im El mp 1129 200 204 n.o2 [PASS]
2im b mp 1460 200 205 n.o2 [PASS]
2im c mpP 79 200 206 n.02 [PASS]
mmm - of 1426 4.00 2.21 0.0z [PAEE]

o]4 | Cancel |

[Laue Check] #3795 L, —FBROIHENOAHEMEDOH 5 & O E TR EBIMICHERINE T,
Bl ziXa, b, c &l 2 BN H 5 EHER TE28HE1E. O L0 mmm OFFR, HE v Ta, b, c D4
[FHDNAIZHERE L TV E 9,

Rigalcu
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HIE O IIEIT AR FRERE T 5 2 Bl 72 SO D FREE O —F B4 % R-merge TR L, fREDBME LY

B PSS TFIEHBR DD L AR LET, TXCOHL (a.b.c) OXIHERLTNDLDOT, BOAENITIE
90° DHBGETH, WERHEELITH) ZENTEET,

[Laue Check] Z#EITT DI LICE V., WMEBRNITONIGERNHV T, TOEHAE, UTFTDOA vE—
UnForaEnEd, 22T LW REEZ Y v LET,

CryztalGlear

Do wou wish to reindex to find unique

YA |

W TER IS [New Cell from Lave Result] # A 72 7Ry 7 AT [Yes] REZ %27 Vw7 35L&,
AN TSN E T,

Mew Cell fram Laue Result

The current cell i= incompatible with the new Laue class.

Currentcell ——————————— Sugeested cell
a b E a b E
|1 47901 |-5.1 181 |1 30008 IE.‘I 191 I‘I 3.0008 I‘I 47901
a b £ a b g
IQD.DDDD IQD.DDDD IQD.DDDD IQD.DDDD IQD.DDDD IQD.DDDD

Do wou wish to use the sugeested cell?

Mo I

D%, BEBLIHE LT SUR 7 7 A VAT D A N S 72, [Laue Check] LAED 2T v 7%
FEITETIZ, 7u—F % — D [Integrate Reflections] 7> HAEEAZSLYE L E 9, [Integrate Reflections]
ATy T aRPEFIT L%,  [Laue Check] LARED AT v 7 & i@ O FIETETLET,

Rigalcu
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FERRAMEIC X A RINAHIE (Num. Absorption Correction)

78 —F ¥ — ;@ [Num. Absorption Correction] ™% %27 U > 7925 & . [Numerical Absorption
Correction] A 70 7Ry 7 ANFRENET, TOAT v 7T, FifEIEIZ L2 WINAIE Numerical
absorption correction) ZfTV\ET, 5.11 KHEEEDO A —1U > 7 LRI IE (Scale and Absorption) Tif%
BRAZ2WIAHIE  (Empirical absorption correction) #1T 9 %&1X. ZORAT v 72 ETTHMEIIH D £
ls [Close] "% %2 U7 L, [Scaleand Absorption] DAT v P& FITLTLIEEN,

FEEAMZ X DWW EZAT 5 a2, RMFRE%. [Run] A% %727 Y » 7 L TNum. Absorption
Correctionz F(T L E 3, /135 7 7 A /LiL Tdtnumabs.ref] T3, ZDOAT » FEEITT B80T,
FRNCHEMAMEZIE L TR LERH Y £97, JIE L TG4, [Numerical Absorption Correction]
FAT 7Ry 7 AND [Raxshape] RZ 227Uy 7 L, fifaSMEEHIE L T 7ZE W, HEFEIZHS
WTIE, 542 #ESMNEOIEAZZRL T IESW, E L, —ERYA Lok L, FRERY A TE
R LTefE SN e 7 7 A Wik, I IEICE 32 2 LT TE £EA,

FHHOFEMIZLL T O LB TT,

Mumerical Absorptio

2l

— Formula
COHTIMI05

Empirical formula: O5M3CAH13

— Unit cell volume —Z walue

Chserved: I'I (59,38

Sugeested: 554 Ilze

Expected
tbazed on 2k

[pa7as

Actual |4

— fbzorption
L 1.24

— Denzity
Obzerved fElom-3% 1.51

— Reflection file

Idtprn:nfit.ref

—Grids
|1 2

FAksShape |
Fun I

Cloze | Save I Defaults... |

(1) Formula
A 2 & O T E A U7, HEIEMT ORER. AR RR > TWD 2 ENbhro Ty
HiE. IEfEekARENZ AT LB L, - Num. Absorption Correction % 317 L C< 72 &0y,

(2) Unit cell volume

HAAR T ORFEDS . BLANE & Z I ESSHIfFEE TRRSE T,

Z value

(Use] RF v zs )y rd5hE,

3)
[Suggested] & [Actual] 12, HEE SAL72 ZERRRSIVET,
Z ENEE TRV, [Actual] TF X bR v 7 RZBEEAN LTI ES W,

FXDEA. [Suggest] 2 13.84] Lo T2 ZE05, [Actuall] 7F A MRy 7 A2 “4” %
AN L ET, EERITORER, ZEN R > TWD Z R 2GAE, EMEREZ AT LEL,
FEEE. Num. Absorption Correction LARE % 21T L T 72 &0,

Rigalcu
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(4) Absorption
FRIRIREL e BEARSNET (B om-1)

(5) Density
BENRRINET (BEAL: g/om-3)
(6) Reflection file

TNE T A RDD | FEERIMEAC X2 BIAH EICE T 2 5 7 7 A v [dtprofitref] Z 38R L
i‘a—o

(7) Grids
WEX “12” 2 A LET,

Rigalcu
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511 KHEBEDORr—Y 7 LIRINAEIE (Scale and Absorption)

7 a—F ¥ — h® [Scale and Absorption] R¥ %27 U v 735 L, [Scaleand Absorption] %A 7 &
TRy 7 ANEREINET, TOAT v 7 TlX, [Integrate Reflections] D AT v 7 CHHAL L 72 I G5 E
DA —V 7 LRI IEZI TV ET,

5.11.1 RRBRA 2RI IE

ATE T, BRERAYZ2WINAHIE (Empirical absorption correction) & A 47—V v 7 %AT 9 FIEIZ OV TiL
HLET, BRBRARBINAAIET, BFEFOLN MR IN LM ElIE LG, B 25 s
LCHIEFIT/NS SR ERE LA LET, £ EE. Run] RZ 2270 v 735 L,
Scale and Absorption 23 FEAT SN FE T,

K H2 T OFMIILLTO LB TT,

[Main] # 7

Scale and Abzorption ¥ TREK)

dtintpartialz.ref
dtintrejects.ref
D ref

|
u

(1) Reflection lists
BE L, [dtprofitref] ZIRINL E9,

(2) Resolution
Resolution @ [Minimum] 3 X" [Maximum] fEZ & E L E£7, (deg) OHBTEIL20 A%° T,
(A) OFEHEFA VT A a—LTAHLET,
Wb 07 LA LIS EE, mHEEEm A #HEE L TEREnET,
7272 L. [Integrate Reflections] 0> A7 »» 7T Resolution 5/ L7=HE 1%, ZOHIFANDIE %
ANLET,
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(3) Scaling model

* Exclude reflections with I/Sigma < :
WHIE 67 AN LET, i OFREEEDS (BHE X R YE(R
72) LV RESWEAIE, FE R OMREDOFTIIC L > TRD
DN ERAEZ O TRHZRE, 27— V72TV ET,
BRI RIS OV THE, BRHECHRE Y 7 A V7R 8 Bk 7
7TAMIHDSNET,

+ Batch scale : WEIE, Ty IRy I 2AEF N LET,
+ B-factor : WHEIEL, Ty IRy 7 A%t 7 LET,
+ Absorption correction : Frxv IRy 7 RA%F T LET, [Method] R¥ %7 U >

27 L. [Spherical4.3] ZFEIRL E7,

HEE : 9 [Num. Absorption Correction] ZEITLTWAFEIE, Fxv IRy 7 A%
ZIZLET (6112 #ERAEIC K DBRINMEIEEZ ZR)

+ Scale I+ and I- separately :  SFRHFLERFZRVEETH D Z EMBEHOLGA, HDHVITE
WOBHEAEBETOHEE, Ty /Ry 7 Ax AL Tl
720,
T A= BT OB, AT —VRTFOREICH
WA Ty MO OWTEIRLET, Fov IRy
R FANTT D E N Ty MBS NES, W, F
TV IR T ABFTIZTDHE ATy bt EFEELET,

(4) Error model
BEIX. [Auto] Fov IRy 7 AZF AT LET,

(5) Reject before scaling

+ BatchID : Ty IRy I AEF AL, THFA MRy 7 AZID AT
% & FRE L2 ID @ Batch DS A ZAN L 21TV EH A,
AZ11 1 : 10010-10015
A3 2 : 10010, 10025, 10030
AJ3#1 3 1 10010-10015, 10025, 10030

- Systematic absence : Ty IRy 7 AZF AT D E, HBEANS XD IRER 2K
FEFEANLET,

(6) Reject after scaling

+ Fraction of reflections based on worst Chi”*2 per reflection :
BEIX, Fov IRy 7 AEF NI, THFA MRy 7 A
“0.0075” AN LET,

+ Reject batches with : BHIL, T X TOT =y IRy 7 A2 7IZLET,
Frxyv IRy I A%F AT 5H L, LFOBKICHE - T, Batch
HEBPICHIBR L E T,

a) Fraction of rejected reflections > :

FANSNIINER . 7 F A PRy 7 ZATHELIZE LY b REL o286,

Rigalcu



MJ13292B
b) Rmerge>: Rmerge 23, 7F A MRy 7 ATHE LML Y b RELI RoBHEA,
¢) Chi"2>: Chin2A, 7FA MRy 7 ATIHRELIEMEL Y bREL R ha,

(7) Output
HMATH57 7 ANDOERBLO7 7 A VAERELET, @ IL.  [Uncorrected, unaveraged
reflections with correction factors] 7 VAR Z > & A4 IZ L EF, [Output filename] 7 F A F7R
v 7 A% M2plusdat) & AT ESET,
[Corrected, unaveraged reflections] % 3R L7234 1%, [Output filename] 7 F A bR v 7 AT
% Tf2.dat) EASESNET,

[Advanced] # 7

(1) Rebatch

- Standard : Fxv IRy 7 R N % & RS OB 15372855 |2 Batch
HA X (@F L, [Integrate Reflections] D A7 v 7 THE) % BEIIIZ
EHELET, BMFORIE., [AvgOverlaps] 7% A bR v 7 AT A
ST fE%E S LAyl LET,

+ Image boundary : Fxzv IRy 7 A%EA T 5 L Batch & Batch D] ¥ % Batch %
BB L £

- Bookends : F v IRy I REFNTT 5 L T Batch ¥ XD224712 72 % Batch
N o286, B Batch 1 X2 FE L E£9,

(2) Scaling constraints
WAL, [Fixbatch] F=v 7Ry 7 A& 4 7IZLET,
Fxv IRy I AT NITDHE, A7 —U 75T H BRI E T 5 Batch &5 & A7 —
JAE % FEE T & 3, FEE O Batch 2310 Batch & bR TZEMH L TOML TV D BAITIEE L £,
A= =a—s—0 [View] — [Scale/Average plots] — [CrystalClear] THERT 2 &N TXET,

Rigalcu
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(3) Restrain batches
WEIX, Ty IRy 7 2 F7ICLET,
FHEAERESRE LIS E Rmerge BRKEWV, A7 —ABESH2L L) 1Kk, F=v IRy
AEA AT LET,

5.11.2 FESIMEIZ & B RINAHIE

FEEIMEIC X D WINAHIE  (Numerical absorption correction) & A7 — U 7 %247 HGE, < ORE
(TRRBRAY 2RI IE 21T 5 558 (5111 FRBRAZ2WIHIE 2 2 ) LERTY, 22T, REDE
ROEEDOHRLL IR LET,

(1) [Main] # 7 — [Reflection lists] : BHE L, [dtnumabs.ref] ZEIRL E,
[dtnumabs.ref| 7 7 A /L FLE L2 WGEA 13, Num.
Absorption Correction D A7~ 7 ¢, fEfmIMEIZ L
DRI EATT > T 7230,

(2) [Main] # 7 — [Absorption correction] : F v IRy 7 REFT7IZLET, [Method] 2
BRTERNZ MR LTI ZEN,

Rigalcu
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512 #EekET DR L (Final Refine Cell)

FOHFREED A r— 1 o 7 L RIAIED & D o 7o & | &R itk T DR E(L 2TV E T, 7e—F %
— ~® [Final Refine Cell] "% %2 U v 27 32%&, [FinalRefine Cell] #4707 Ry 7 AREKRIH
F9, ZOAT v 7 TiL, [Refine Primitive Cell] & RIEROFNETHEELLEZFETLET (553 KT
DEFA (Refine Primitive Cell) # &) |

7272 L. [Reflection lists] /v & 72 U A L, [dtintegratel.ref] & L < % [ldtprofitl.ref] 7 7 A
NEBRL TS ZEN, 77 AN DEEGED (1] 13, BEEETOIRN 7 7A0D5 5, 1 HEAHDOAF ¥
VU= ADT—E Ty ANTHDLIEERLTWNET,

Macro I Mozt

Refine on I Feflection list

Ll Lo L

Reflection list Idtprl:ufit'l ref

5.13 CIF OfERL (Write CIF)

Zua—F v — O [Write CIF] A% %27V v 735 &, BEINIZ CIF BMERSNET, @FIL. 7=
—F v — MIFRENDTNTDAT v T E{TH T2 HITFITLET,

ER 41D 7 7 A ViE [CrystalClear.cif] T9, ¥ethOREEMENT Y 7 N U = 7 CrystalStructure THENT %
TOHBBC. A7 74 ELTHERLET,

Rigalcu
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6. FDOfLOMEE
6.1 K774 NVD~w—

HEBRPISKEADEBNN GG R E | AT A A =D 2 f 2 (LB L 2T IR bWl L 3d ) £9, ©
DY, T — 2B A GEENZ T TV, RO Rz~ — 5 2 R TEET,

6.1.1 T —&ULHE

HERP TR DENNZIG I, EORFR TR ENN 2 2 FHNCHRN TR LERH Y 77,
T B AT T2DIZiE, ERPE ORI A A=) & TRERBENN 2R OB A A — )
L1243ir,  [Assign Unit Cell] 7>5 [Integrate Reflections] £ TOKAT v F & FITLET,

LUFIZ, 360 B DEHT A A=V D 95 5 181 FHDEHIA A — Y TREBPEIN TV HZEDT — X 4L
HOFNEZHHA L ET,

O FT—HAEELT S 72D, HH Sample 44 T Project Z 3.5 EiFE 3 (5.1 #HJH Project B LT
Sample D{ERK &S M) , Task 1% [Process] Z:EIN L E T,

@ SRl 1~180 FH L TOEIYTA A — (FERPEN ATOREIPTA A —2) 2L L £7,
[Find Spots] #4717 ARy 27 AD [ToUse] 7F A bR v 7 AT “1-180" # AL ET,

Find Spots (d*TREK) ﬂﬂ

Main | Advanced |

Right-click on table for further options

Template Axvail To Uze |ﬂ
cytidine _standard _screen’?? 77 .img

cylidine_standard! _screen?? 7 .img

g
4
cylidine _standard _screen???7img S
G
i

cylidine_standard! _screen?? 7 .img
cytidine _standard? #7777 img -380 »
-
[/Sigma Select Screen I Clear All |

IE.EIEI

Fuin I Cloze I Dave | Defaultz.. |

®  [Find Spots] ® A7 7LIF, [Index Spots] . [Refine Primitive Cell] . [Reduce Cell], [Refine
Standard Cell] . [Predict Spots] . [Integrate Reflections] D% A7 » 7 CTHREIEEIZ, 1~180 %
HOEHA A —V LB L E T,

@ 1~180 FH DEIFTA A—T % A, [Integrate Reflections] D AT v 7 & FI7#, 1ERSNT=
it 7 7 A v Tdtprofitref] | [dtintegrateref] OARIEZER LET, THE., HEEPEI<
AIOEPT A A=) ZUBLI T 7 AN THDLII ERONDL LI, 77 ANV EERLTL
FEWV, WITNOT7 7 A0t AR L7 Sample 7 4 /LA HUZERIFE S VTV E T,

#5)  dtprofit.ref - 1_dtprofit.ref

dtintegrate.ref - 1_dtintegrate.ref
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® T, 181~360 HFH E TOEHTA A — (BB ZOETA A —) LB L ET,
[Find Spots] 4 7 a7 ARy AD [ToUse] 7F A h7h > 7 A2, “181-360” # A J LE T,

Find Spots (d*TREK) ﬂﬂ

Main | Advanced |

Right-click on table for further options

Template Axvail To Uze Iﬂ
cytidine _standard! _screen???Yimg 3
cylidine_standard! _screen???7img 4
cylidine _standard _screen???7img S
cylidine_standard! _screen???7img &
cytidine _standard? #7777 img 1-380
-
I/Gigma Select Screen I Clear all |

IE.EIEI

Fuin I Cloze I Dave | Defaultz.. |

©®  [Find Spots] ™ A7 »» 7 LIK, [Index Spots] . [Refine Primitive Cell] . [Reduce Cell], [Refine
Standard Cell] . [Predict Spots] . [Integrate Reflections] D% AT v 7 ThEARICZ, 181~360
HHOETA A —VEUE L FET,

@ 181~360 FH DA A —T % T, [Integrate Reflections] D AT v 7 #3474, {ERK I 4L
725t~ 7 A v Tdtprofitref] . [dtintegrateref] DARIZEE LET, Thh, A E)
WIBDEHTA A=V ] ZRBELTZ7 7 ANV THL I EBRDNDLE I, TrANHEEEL
TLEE, WTNOT7 7 A0y, B L7z Sample 7 4 /LA IR SNV TVWE T,

) dtprofit.ref - 2_dtprofit.ref

dtintegrate.ref - 2_dtintegrate.ref

2% A A=V &3 DL IO TTF =2 A AT O 5EICh, FERIC, ERRFIEZ#EDIRL
£,

6.1.2 XHT77AND~—Y

FNENDEP A A — 12D T [Find Spots] 2>5 [Integrate Reflections] & TD AT v 7% FT
e, T — X ELT 5 7zProject L CKE 7 v A VB~ —T LET,

ITIZ, 611 F—ZWBTIERR L7z TREEDAEI S BIORI 7 7 A V) & TR BN O S
TyAN] Bv—VFTHFIEEHALET,
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O A==—s3—0® [Processing] — [Reflection Files] — [Merge Reflections] Z &R T % &, [Merge
Reflection Lists] 4 A 7 2 7Ry 7 ANKRINET,

@

= Thetrument

—

Procezszing Toolz  Window

Macromelecular Frocessine
v amall Molecule Processing

Help

draue?

Zell

nE

« lze d*TREK
Uze TwinZolve
lUze FS_PROGESS

Azzien Unit Cell
Strategy..

Inteerate Reflections..
fnalyze Data
Cell Tools
Feflection Files

Scale and Average.

Feject and fverase.
Face hdex..
Rank Cry=ztal..

ection

Rur JOTPlat

Mumerical Abzorption Correction...

Mere ct

[irector Server Made

ian

Fun d*TREK Interactive
Fun Twinsolve Interactive

[eplaw Tiimn Summmaty:

Reflection Tools.

S k] B ERog o

f Reflection lists

1 dtintegraterst
1 dtprofitref

2 dtintegrateref
& dtprofitref
copy ref
dtce|lref
dtfind.ref
dtintegrateref
dtintpartialz.ref
dtintrejects ref
dtpredictref
dtprofitref

N dteraleaverars Feirrts rny
Run I

Cloze |

Cutput merged file

Imerged.ref

Zone type

I Mone

Restrict resolution
e e

[l Esermi

I'I 00.aa IE.EIEI

( Impart Reflection File.. }

Defaultz... |

Save I

[Merge Reflection Lists] %A 7 12 2778 v 7 A® [Reflection lists] 5, ~—VFT 5K 7 74
Jb [1 _dtprofitref] & [2 dtprofitref] ZERL F7,
SRIET BT ANT 4T 4 T E LT RWT — 2 2T 25813,

Il dtintegrate.ref] & T2 dtintegrate.ref] Z 3R L F7°,

5k v — T BN T AN 3O EHBEBEIE. 6.1.1

ANETNTERRLET,

=

— B TERR LT S 7 7
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@ BUEWELL T2 Sample 7 A LV FIMZH DI 7 7 A VE~—TFT 55E121F, [Import
Reflection File] R¥ &7 U v 7 LE7,

@  [Select Reflection File to Import] 44 7 a2 7R v 7 ANRTRINDDT, [77ANVDEFT] M
5, K7 7 ANVBRESNTOL 7NV 2BRLES, [T7AV4] THFRAPRY 7 A
ZA YR= TR 7 A vEfREL, [H<O)] 222U v 27 LET,

Select Reflection File to Import £
P LDIBRRD: | mereel o e BB
----- diprafitrejects ref
direfinetmp.ref
..... % zoneref

8 REF 7711
A 3 780 KB

A B [dtprofitref &« o I
7 IWDIEERT:  [Reflection Files (href) =] ) |

®  [Merge Reflection Lists] %+ 7 17 77K v 7 AD [Reflection Lists] (24 >R — b N5 7 7
ANBI =, limportl****ref| 7 7 A LPEK S ILET,

Merge Feflection Lists

Reflection listz \ Dutput merged file

1 dtintegrateref Imerged.ref

1 dtprofitref

|2 dtinteerateref Zone type

i dtprotitret IN LI

copyret e one

dtcellref : :

dtfi Festrict resolution

. ] TR e [l &t

dtintpartialz.ref

dtintrejects.ref I-I 0000 =00

dtpredict ref

diprofitref ) -

dtzraleaverars reisrts res In"ll:ll:ll’t Feflaction File. I
Fun I GClose | Have | Defaults... |

2% . 2O LD T 7 A NVEA o AR— N T 55E1EL, Kild T [Import Reflection File] 7 %
CEIZYy L, ARIZTZ 7 ANVAEIRELET, 208G, [import2#*** ref] |
limport3**** ref| ... DALRFITT 7 A AR A E—INET,

® SFfFRxEHR. [Run] R2 %227 Vv 0358 K7 7A0B~— 34, Tmerged.ref] 7
7 ANVDPHERR S E T,

5% . NFtT7 7 A VE~—T L7z%. [Scaleand Absorption] D A7 » 7Tk, v— Y L TfE
FRLUTERSH 7 7 A VEFRE L ET,
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6.2 FEmIMEDREEATIT (Face Index)

Face Index & (&, fHdAMBITHRBAT T 21T 5 1O ORERE T, AMREZ MM 572012, LiFo 2o
DEMZTETZ L TN D RENRDH ) £,

B EBPRELTNDZ L (552 fEdHE T OPIE (Index Spots) ZZ )

FEEAME T 7 A4 v [shapedat] WEETHZ & (542 EEIMEONEESR)

PAFIZ, FaceIndex #3177 25 FlEZ R L £,

O A==2—/3—0 [Processing] — [Face Index] ##®IN¥ 2% &, [Facelndex] ¥4 TR IRy 7 AN
KREINET,

Face Index

Mazximum number of planes I12 :II
Mazzimum bkl |3 :II

g Bun Cloze I Save | Defaults..

@  [Maximum number of planes] (ZAMEDHIEZFREL £,
@  [Maximum hkl] (Z$5% hkl O KEEFEE L E 7,

@ [Run] RF¥ %27V v 45E, Facelndex DEITHER T 4 RUNERENET,

phi=0.00
chi=18.00
omega==103.00

ZOLE, FEEORKMMELEE LI TN TWDLEHEAE. b L ITEMIMIEDOEE N ZWIGEIE. [Face
Index] %4 7w 27K 7 AD [Maximum number of planes] D% “20” & L < XL EICEE
LE L, P Face Index 3T L CL72& W,

Rigalcu



MJ13292B

6.3 WKFE—T—

YT B a2 —7 =3, [E Rz g 72 SR E& R T 57077 AT, K7a 77 heH0n5 2
& T B FEBORESA LRI ORIREZRTERNAT ) 2N TEET, W FRE RN OEHREZR
ETE, 7o, HEDWENOHES TE 5720, FHHRICE DB FEROREN TE M- il bR
UK ERZIRET D Z ENTEET,

631 Y.av KU LEOHRE

WHRFEa2—T— 74V R LT, SUADERZ L EZ W LEEERT v 7/ 4T5E, HEEEES
HIENMTEET, £, U4 RUMRED 10%DHD TR v 735 E, TNENRGHBEIZEZ L
ij‘o

HION TN
ETRE)
RV R N Nl GV N AT [ T
EABH)

- = o A

6.3.2 YV—/L)N—

DTFICRTY =N —=DT7 A arvkr7 Uy 7 3T5ZLI2L0, RAREE, &R, rBILOZOM
OHREZBINT LN TEET, 7V v T57-RNY—ABREBHINLGTAarb, —E7 Uy
7T DL, BARFESCUET— RV EDLLT A arBnb 7, EOHA. BEOT—FOT
A 203 () 18R TVWET,

= AP INE EESE TR b MY

EFNENDOT A 2 DBREEZ LI TITRLET,

TAarwEs Y v 35E, [OpenReflection List] #4712 /Ry 7 ANF/RENE
T, BEfF® Sample # B & £,

TAarvkE7 )y 73 5E, [Display Options] # A 707Ky 7 ANFREINET,
BT R (B, A X)) SkF ErRRE, 80 OFRTREZITVET,
TAarkE7 Vw73 25HE, [Color Options] AT TRy 7 AREKRINET,
EHTRDBDBREZITVET,

TAark7 )y 7 35E, [SelectReflections] # A 71 7R v 7 ANFREINFET,
BT R OFREFH O EZITVET (6.3.5 KRFHORFZSH) |

TAarviEs )y r35E, [Measure Reflectios] # A 7Ry 7 ANRFREINE
F, ET AR OERE, M. BEEFRELET,

TAar%w7Y v 7325E, [Define Cell Planes] ¥ A 717Ky 7 ANFRSNE
o EMOWEZITWET (63.5 KHDE[EZSR)

D (7 = N\ e g
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TAarvkE7 Uy 7 §5HE, [Cell Operations] XA T OV Ry 7 ANKRINET,
fdnts - OR S, ME, BRaOMEOREZITWVWET,

TAaryu7 )y Z745E, [TwinOperations] A 70 7Ry 7 ANFRENFET,
Wb DBVER L O T ORIFEITVET (6.3.6 B TOREZSM])

TA AR DR, TERRLET,

TAaryk7 )y 79 5E, [Viewing Transformations] ZA 7 12 7R v 7 ANFIRE
NWET, HADOEEEZITNET,

TAAares Yy 73 HE EEFMIZ 0 ERERL ET,

TAaArEZ Yy $HE KELMIZ0 EREERL £,

TAavkrs Yy r35E, BEE2RLICy 0 Ry 490 EAEERLET,

TAarvkEs )y r3hE T74/0 MOFAIZEY £7,

TAABRA DR, WA Yy FTERLET,

TA aypnAdrokii, FEPTROERERTLET,
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6.3.3 EHOE > 277 v 7 (Find Spots)

WS Ea—7 —2 R ET 502, PR Ea—T —CHHATIKNEE Yy 7Ty 7 LET, 71
—F v — bD[Find Spots] R ¥ %7 Vw7 L,1 ¥V —X5ORBEREP A A — % H\ T Find Spots
EFEITLTLLIEEN,

BEE: 2VV—XPULEOEFAA—VUPORNEE Y77 v 7L ThH, #FE2—7 —TIERT
TEEHA, BT, 1 VY —XH5OEPA A — % BT Find Spots #E{TLTL &,

Find Spots (d*TREK) 2

Mair I fdvanced |

Right-click on table for further options

Templats ‘ Al | Tolze ‘;l
=517 _testl scresn? 7 mg a3
=517 testl screen???7 img G
=517 _testl screen? 7 0mg T

5517 _test1 7227 img :
5517 testl 7727 imy 361-720

i 1-360

-

Sigma Select Screen | | Clear All I
IE.DEI

| Bun I Cloze Sawe Detfaults..

6.3.4 WRFE2—T —DERBB IO T 7 1 LDEIR
BHOE Y 77 v 7T Lis b, UFOFIECH ., W7 Ca—7 — 28 LET,
D VAN —DHHFEa—T A2 T % ) v/ L, ST a—T — %R L ET,

@  [OpenReflectionFile] # A 7 7Ry 7 ANFREINDHDT, [dtfindref] IR L F 9,

Open Feflection File

IPAVDIBRIG: [ test -] & &8k E

et IR |-:|tfinu:|.ref Rl o I
FPUILDAEZATE | Reflection List Files (eref) =] Foutr)l |f
A

@ O] A2rz2z )y r30E, WFEa—7 —LiCEFRBRRINET,
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6.3.5 HDEEH

FEEIZ /N SV B L TW e R EOBHIZ LY | B FEBROREITSLED 2O EHT AR S
NoE, BROWENTERIRLIENDY FF, ZTOLIREE, Wilike LT, RO %Z
HIBRT 250380 £7,

LIS, itz d@pld 2 FIEzrm L Ed,

O V—/V/<—®w74 av&E 7 Vw745, [Select Reflections] XA 7 1 7R 7 ANRFEKR

SNEY,

Select Reflections |

Property IIntensity ;I IIru:qu:Ie Cinly j

— Property Walue
Mir |1 n042.aa0

|Ipdate Selection

Delete Exluded

Max |1 5731029.000

Gelect Al
—HEKL (Use * for Yariable)
H I* K I* L " Reztore All
—Edited File Write Selected

File Hame IEdited.ref

Cancel |

@  [Property Value] @ [Min] & [Max] 7% A FR v 7 A(EEOEEZ AT LE T, #@FIX, [Min]
DIEZRR S TODED 10 fFICEE L ET

®  [Update Selection] R"HZ > %7 U w7 325L, HIFRSNODRKFNHEAOTRERINET,
@  [Delete Excluded] R% %27 U v 7 35L, HOOKRFANHIBRSILET,

it et Vo -1

& k| L 51 E

® [Edited File] @ [FileName] 7% A R 7 AT 7 AN EANTILET, T 74/ NI
[Edited.ref] T,

®  [Write Selected] m"Z > %27 Vv F56E, ANMULTET 7 ANVADONE T 7 A VHBHERKR S ILE
—a—‘o

Rigalcw



MJ13292B

@ [OK] A& %27V LET,

B [Select Reflections] #'A 7 1 7R~ 27 AND [Property] VA 72U A KT, [Intensity]

% [Interactive] |Z. [Include Only] % [Exclude] \ZAEH 3% &, HIFRT 282 ~D 2D
FH2 Vw7 THRETDHZLNTEET, BBROMFEZFRET 25E11%, Ctrl F—&24 L7z
FE~YVAOLEZ ) v TRELET, faERIT. O~OQOFIEZITV, KT 7 A V& ik
FLET,

6.3.6 HTDHE

B ORI T LI b, UFOFIATH F2RELET,

5 63.5 FEOE AT, KT 7 A VEFREIHER L TOARWEEAIE., @QOFIEND
FEITLTL &N,

® ‘7~/V/§—0)g7/f av%7 Vv 32%E, [OpenReflection List] #1717 ARy 7 ANRFE

RENET,

Open Reflection List ﬂ

Feflection File Mame Ir¥prnject¥sampIe¥Edited.ref |

Image File Mame |¥pruject¥sample¥input.head I

arcel_|

@  [Reflection File Name] 7F X hAR > 7 2AH[D [...] RE %27 U7 L, 63.5 KEHOBEE
DOFIEOTAN L7 7 A NG EFIRLET, £72. [Image Fine Name] 7 F A bR v 7 A f
o [..] "Z>%27 Yy 2 L., linputhead] Z#ER L F 7,

® [OKIRZ L ZIVwITDHE A A=V 40 Ry R, KET—2 %KM L=EPR (F.
vy ) b, BIEOR T EEE M LIZk T GaoR v 7 X)) BERENET, BIEOK
FCHBATE AR SIS A, RO VEIT S L VB TRRENET,
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=10 x|

er
B x| 4| 55T

SCArAINE:

oy

@ VA A"—OE T (% s ) v r+5HE.  [Define Cell Planes] A 7 1 2R v 7 ZRFm

SNEY,

Define Cell Planes

Best Yiew Selection Select Plane Interactively
| J Select Reflections in a Plane
seth | setB | seto |
Best Plane Selection Ower-tide second Plane
Best Planes | ﬂ Second & | Second B | Second G |
" Companent
Set | Set B | Set G | Clear Selection |

1
Delete All Planes |
Cell Reduction Current Cell
Cell Fram Planes | & 1000000 filpha [FO.000 poti  (0.00000

[Urreduced ~] |B [000000  Bets [POO00 Ry [2000DD

Fesidual [2.0 G 1000000 Gamma (20000 Fota 000000
(014 Cancel
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®  [Best View Selection] @ [Best Views] R"Z %27 U v 795 ¢, BHPIAZ AREZHET

MBLET, TAF T U R NMIAREEOH DHAO—ENERRINDDT, MY RS E%
WTBE, A A=V 4 R LOWEEZEETLZENTEET,

=10l

L PN P o K P P e

h_N E

Select Plane Interactively
J Select Reflections in a Plane

Seth | setB | setc |
Best Plane Selection Oiver-ride zecond Plane
Best Planes ’—LI Second A | Second B | Second & |
P Ciompanent
Set A | Set B | St G | Clear Selection | :
Delete All Planes |
Cell Reduction Current Cell
Gell Fram Plares A - Blpha | Rotl |
Unreduced A |'" Beta |'" Rat2 |'"
Residual [2.0 | Gamma |'“ Rat3 |—-—

o]8 Gancel

®  [Best Plane Selection] @ [BestPlanes] R"¥ v &7 U v 745 &, )ﬁﬁ’ﬁé’ HEICHRBELET,
TNET YA NMIHREEOD DERO—ERRTRENDLDOT, MY RBREBIRTHE, 4
A= 4 Ry L TRBPRMTERREINET,
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ol x|

Z|e|slitn2|eo

el =5z
a0 90 qo0 |

HN E

A |

Bezt View Selection Select Plane Interactively

Best Views ,m Select Reflections in a Plane

seth | setB | setc |
Best Plane Selection Over-ride second Plane
Best Flanes Flans 1 = Second A | Second B | Second G |
p Component
Sot & | Set B | St O | Glear Selection |

1
Delete All Planes |
Cell Reduction Current Cell

Cell From Planes fo|— Alpha | Ratl |
Lrreduced - B |_" Beta |_" Riot2 |"_
Residual |50 G | Gamma |- Rot3 [

Careel

D BRERET 585615, [Best Plane Selection] @ [SetA] RZ %7V w7 LEY, IREEN
TR TEREINE T, @ TR LIZBRABEY CRWEAIT, BEIAX DD A b
NSy b St T N =
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_10l x|

®|@| i 4| 23

h_NE

D|°|/|4F|h|§

x|

Best View Selection Select Plane Interactively

Best Views Im Select Reflections in a Plane
[(Eailveus ] seth | setm | seto |
Best Plane Selection Cver—tide second Plane

Bect Planes IFJ Second A | Second B | Second G |

p Gomponent
Set B | Set O | Clear Selection | :
Delete All Planes |
Cell Reduction Current Cell

Gell Fram Planes A [DBI0E0 apha | Rotl [
Unreduced - B |_" Beta |_" Rot2 |_"
Residual |50 o | Gamma |~ Rot3 |-

QK Cancel

[Best Plane Selection] D7 /LZ 7 A Fnn, OTHRE LI ERRUNDJERR 2RI L E 5,
BN L7 CERENA DT, #YThHiuiE [Best Plane Selection] @ [SetB] R4&
7V w7 L, 2O0BDERERELET,

© e T, [Best View Selection] O /LZ 7 U A kvt @ TEIR L7 LA O A E B-R
L\i‘ﬁ_‘o

[Best Plane Selection] @ [BestPlanes] R"Z &7 U w7 L, NVEU U RRMNMIFERIND
BRO—END, YRR EERLET, BRLZBEBRAFRBRTERINDSOT, @YTH
UL [Best Plane Selection] @ [SetC] R&Z %27 Vv 7 L, 3 2BDEHEERELET,

2% . HREEROMAEDEICLY 3 SOMUREREZREL T, LR FIETREREEZRD S

TENTERWGAIE, FENCIVIRETHZLENTEET, LT, 637 FHEICEK
DIEROREEBRL T TZEW,
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I Reciprocal Lattice Viewer ] B
LI R E R RN

Bezt View Selection Select Plane Interactively

Best Views ,m Select Reflections in a Plane
[(Eailvees | seth | seth | setc |

Best Plane Selection Owver-ride second Plane
Best Planes Flans & = Second A& | Second B | Second G |

Clear Selection | Gompanent

seth | sete | [f :
Delete All Planes |
Cell Reduction Current Cell
Gell Fram Planes A [DBI03ED  apha Ratl |
Unreduced - B |D:13-92895 Beta |_" Rot2 |_"

Residual 2.0 G |D:14.'."45?[ Gamma |——— Raota |———

QK Cancel

@  [Cell Reduction] ¢ [Cell From Planes] "% > %27 U v 7325 &, Bravais i+ % HEI THZE L
FI, TAXT U A MIAREED ® 5 Bravais K- O—ERFREND O T, #2472 Braivais
AEEBRTDE, A A=V T 4 RU RICREDOR Y 7 ANRFKRENET, &1 (FREOR
v 7 A) b —HT LR RIEEA, —BLRVEPTAIIE S B TERRINET,

—H LB WEHTENZWEGEER. TAX T U A NG Bravais #5121 L T 72 &0,
TRTOER TEVRRLLNLWGEIX, &OAHROEWE T 2RI L E7,
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=10l

HOEIINEE I B R TR

Best View Selection Select Plane Interactively

Biest Views ,m Select Reflections in a Plane

seth | seteB | setc |
Best Flane Selection Over-ride second Plane
Best Planes Flane B = Second A | Second B | Second |
- Component
Set A | Set B | Set 3 | Glear Selection | :
Celete All Planes |
Cell Feduction Current Gell
(eI A [BI03B0  pphe [E8B21 Ry [FIGEETES

Unreduced - B [13092898 Beta [B9625 otz [956501
Residual [5.0 G [[474570 Gamma [90022  Rot3 [-213509

oK Cancel

@ [OK] A% &7V 7L, REFELET,

® Vel 2 m Y 5L, [Twin Operations] #4710 7K v 7 A iFm
nET.

[Update Componnts] @ [Save All] A& %27 Vw7 LET, [Bxit] R¥ %27 Vv 775

Twin Operations x|

Current Sompaonent Indexing Ilpdate Components

1 - Create Mew | Taolerance |EI.1|:IEI Save All
Delete | Re-Thdex Exit

Reference Indexed Reflections
1 - Exclude | Femove | Restore &l |
[+ Dizplay Feflection File |Twirﬂ ref Wiite Indexed
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6.3.7 FENZ L ABHOBRE

6.3.6 K& OPTETEBNILESZ2WEA, TEINCLY ., FEICBREBET DI ZENTEET,
PITZ, FEICTEBREIET D FIELRLET,

DO 63.5 FOREBAZFETE., 6.3.6 BT-OREDOFEOIZE, SHAEmBRLET,
HHNE, YT RADERF VERLIEEE NI v/ T5E, FEITHAZEET LI LNTE
i‘jﬁo

@ W=7 —LETHITRELAZ Y v 7358, BRLZEP AP EATEREINET, 3
OULEDEHTREZER L TS S0,
HHWE, TV ADERZ M LEEERT v 7T 5 R FIRSh, BRNICH DT R E
TRTBINT D ENTEET,

Il Feciprocal Lattic er =100 x|
HEIPERINEEINE Fie| S |

dES RN Kl bie

Best View Selection Select Plane Interactively

Best Views m Select Reflections in a Plane
S Seth | setB | setc |

Best Plane Selection Ower—tide second Plane
Best Planes Flare 7 = Second A | Second B | Second |

Clear Selection | Gomponent

7
Delete All Planes |
Cell Reduction Current Cell

Cell Fram Plares A 1730114 ppha [P0398 pon 15405792
Unreduced -] | |B [070428  Beta pOOT gy RTTTO

Residual [5.0] G [1474570  Gamma [I6118 Rot3  |-136.0008¢

Setd | setB |  setc |

BIRZHEL Y 3358 1%.  [Define Cell Planes] # A 7 1 7' 7R > 7 A® [Clear Selection] R ¥ %
77Uy LET,

@ [P EER%,  [Select Plane Interactively] @ [SetA] R¥ %7 Vw7 LET, A A—V Y
{4 R RIZ, EBRAFR TR RSNET,
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@ OTERLIZEHRAEES> TWAHE (TR a) . @L FRRICAOBHROMEZ H 2R R E
BIRLET (FIDb) &
[Select Plane Interactively] @ [Second Al ¥ %7 U v 745 L, BROMEBENEE SNE
+ (FHe) o

LS S T ER Y e s LY

(a)

(b)
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= | Hn =]
N

(c)

® O~@DZE#HVIERL, 3 >0BEMERELET,
PE LT @2 T Tl ETH AL, [Delete AllPlanes] R"¥ %27 U v LET,

©® [OK] AZrzr7Uvy 7L, BHERELET,

Rigalcw
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6.4 TwinSolve

TwinSolve X, & (Twin) OEPTA A=V 2T 57200070/ Z LT, T TiE, HIERKT

LTW5BZ L &ZwHiHEIZ, TwinSolve % 379 2 FlEZ B TWEJ, HIEL, TwinSolve (“/a/w\‘a(?)

A=) b LI BTREK (V= Aa—pB27 4 m) Tis T E,

Flo, KETHWGHIS [Component] &%, MK T EREZRETEHMMERRLTOVET, 374
b k1% 2 DIE LA 13 Component O 2 212729 | Z1F4 [Component 1], [Component
2] LLTHWYFHNET,

A7 VT AEFETTHIZIX, Pentium 111700 MHz, A £V 512 MB A EDBMEREZ LE L
LE$, #ET Pentium IV L ETY,

TwinSolve AT 57010i%, T4 B AF—DBENNETY, CrystalClear ® K 7%
—LRICBZDO7 +VFRNIZH D [Twinsolvelicenselic] % ¥Program Files¥Rigaku
MSC¥CrystalClear***| (***XBEFH I TWAB/N—T 3, f : CrystalClear136) (=t
—LTLKEX, T4 BV AF—2B/FLTRVEAIR., B —E2ETIT#EEZIN,

&

o

6.4.1 TwinSolve D FZH)

“/—/l//\‘—@74’:1‘/7£’7 Vw79 2%L, TwinSolve 25 E#E) L $£7, [Task] T [Process] % i3
LG AED7e—F ¥y — NI TFOERY TT,
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Setup

U

- Bzsign Unit Cell

Find Spats

O

Index Spots

O

Fefine Cell

N W A S

Predict Spots

O

Integrate Reflectionz ?

O

- fnalyze Data ?

Laue Check ?

&

Space Group Gheck ?

O

Hum. Abzorption Correction

O

acale and Shape

&

Reject and Average

U

Final Refine Cell

N S N 4

6.4.2 FEMER - TERXOAT (Setup)

TwinSolveZ E4T 3 HHIZ, T — X MBRICHLE R MBERSCEE SR AN LET, 7o —F ¥—+
® [Setup] R %7V v 35HE, [Setupl AT alRy 7 ANRFRENET, K% 7 OFHIL
5.3 AEARTEE - HEEEMHDOAT] (Setup) #ZML T EEW,
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6.4.3 TwinSolve TOF — & AL

TwinSolve TOF —Z ERIILL F D L 91TV E T, T DOFIIZIE > T, TwinSolve %3179 % FIA
At L ET,

| o ey 77 » 7 (Find Spots) |

v

| Component] (Z%f9 2 & dnk - DO GE (Index Spots) |

v

| Component] {Z %13 2 fb & O ¥ L (Refine Cell) |

v

| Component2 (Zxf3 2 flidn#s £ DOPGE (Index Spotsl) |

v

| Component2 {Z %13 2 il A& O ¥ L (Refine Cell) |

v

| Componentl & Component2 ®~—73’ (Get Twin Relations) |

v

| ftmAs 1 OEFR  (Predict Spots) |

| FEOy ISR DFFE (Integrate Reflections) |

6.43.1 KD w77 > (Find Spots)

7wa—F v — b® [Find Spots] A% %27 Vw27 32%5&, [Find Spots (TwinSolve)] %A 7 w1 7
Ry 7 ANERINET,

Find Spotz (TwinSaolves 7| %l

Scan table: Right—click for further options

Templste Al To Uze | ;I

cyti_twin_screen’?? 77 img 3
cyti_twwin_screen’y 7 mg 4
cyti_twin_screen’?? 77 img 5
cyti_twwin_screen’y 7 mg G
coti_twein?7 7 7 img 1-360 1-360
cyti_twin ¥ 77 img 361-720 361-720 =

-

[T &ppend spots to current spot list Select Screen | Clear all |

Backeround images Spot size fixels) - Peak threshold (zounts?

Ig |-| 1 Sigma IB.EIEI

dverage
|rNeighI:n:|r diztances (pixels) counts -

# |? Y7 Z 3 Miniirmuim |1nn.nn
Fun I Cloze | Save | Defaultz.. |
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Find Spots Ti, AMED TN TORETA A=V Z2H L ET, FHAOFEMIL, UTDLEY
Tj—o

(1) Background Images

Ny 7 770y ROVEEAFRT 220D A—VFEFRELET, @BFEIL. 3 2A

JILET,
(2) Spot size (pixels)

EHT RO 7 B A XAERELET, @EIX. “117 A LET,

(3) Neighbor distance (pixels)
IO NPT 2R EXITVES, @E X, [X] . [Y]. [Z] icEgneh “77 0 “77
“¥ EANLET,

(4) Peak threshold (counts)
E—7 OYERELFRE L E T, BHFIX. [Sigmal . [Averagecounts] . [Minimum] (Z
rheih 37 0 27 . €100 AN LET,

G E®R. [Run] A& > %27 U v 73 2% & Find Spots WFEITINET,

6.4.3.2 Component LiZxt3 2 #EdEHEF DWRE (Index Spots)

7u—F v —b® [Index Spots] A"¥ %7 U > 732 &, [Index Spots (TwinSolve)] # 4 7 =
TRy I ANFRENET,

Index Spotz (TwinSaolvel 2| ]

Ihput reflection file

f* Usze first 200 available

tzFindref reflections
" Use reflections
|1—2EIEI
Max cell leneth Min cell length hk:| deviation

10000000 300000 II:I.ZEIEIEIEI

—aearch mode

Find firzt cell that indexes IQEI.EI % of reflectionz

— Usze known unit cell
& b i

I'I 00000 I'I 00000 |1 0.aaaa

v [ i
IE‘EI.EIEIEIEI IE‘EI.EIEIEIEI IQD.DDDD

Leneth talerance © & 0 (020

fnele tolerance (degs 200

Fuin I Ciloze I Save | Defaultz...
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FHAOFMILLTO LB TH,

(1) Input reflection file
loriref.xor] ZE4R L £, [Use first 200 available reflections] 7 VA RHF &4 N2 LFE
‘j—‘o

(2) Max cell length
WEIEL, 100" AN LET,

(3) Min cell length
WL, “3" ZEASILET,

(4) hkl deviation
WEIE, 02" ZALET,

(5) Search mode
[Extensive search] 7 VAR Z &4 I LET,

(6) Use know unit cell
WEIL. Fov IRy 7 REFTICUET,
b ML T ERDP DN TOBBHAIE, F=v /Ry 7 %4 LITL, TR MRy
U AN T EROM R AN T 5 2 & T, MBS R 20 £,

%% . Component 2 LABEDFE M 12 RET D & Z12iE,  [Use known unit cell] F = v 7
Ry I A% AT LET,

St E%. [Run] R¥ %27 U w27 3% & Index Spots 23547 41, [Index Results (TwinSolve)]
AT a TRy 7 ZTRERPERRINET, TN & D& EBDEE D 25513,
[Conventional cells in order of highest symmetry:] \ZfEEAEEF REINE TN, ZORE TR, £
DEDRFERTH-> TH=EREER LRV T,
[Yes] R&¥ %27V v 279 2%L, [Unitcell of highest symmetry based on the maximum allowed
deviations: ] IZF/R SN TV D8 EEDY, Component 1 (ZXT 581 & L TRESNET,

Ihdex Results (TwinSolel ilﬂ

Caonventional cellz in arder of highest symmetry:

Buerger Type | Trans. Type Bravaiz | Lattice | a | b | C | o | B | ] |
11 4411 Triclinic: P 43801 138120 147040 59979 90857 91328
2 -l Triclinic P 48801 138120 147040 89973 59143 a8 ET2

Unit cell of highest svmmetry based on the maximum allowed deviations:

Bravais Lattice a 4] C o | p | ] walume
Triclinic P 4 5801 138120 14,7040 89979 a0.857 91 328 990.73

ficoept, and re-index arientation reflections?

e e Mo
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6.4.3.3 Component LiZxt 3 2 i+ DFEZE{L (Refine Cell)

7 —F ¥ — kD [RefineCell] R¥ > %27V v 74 5E, [Refine Cell (TwinSolve)] ¥ A1 7 &
TRy I ABREREINET,

Fefine Cell (TwinSale) 2| x|

Main I Advanced

Reflection file fctive component
to refine
t=Find.ref |1 - I
hk| dewviation

II:I.ZEIEIEIEI

—I | Bestrain uzine other companents

Inzlude twin companents
i Reset All Twins

[T GConstrain unit cell accordine to svmmetry

R I Cloze | Save Defaults..

FHEHAOFHEMIILLTO LB TY,

(1) Refine file
lorirefxor] #3EIN L £9°,

(2) Active component to refine

TNET YA RS 1) 2B L E9,

2% :  Component 2 LARE DfEdbk& 1 DREEALZAT 9 & Z 1T, xf)i7 % Component D5
BN LET,

(3) hkl deviation
WEIL, ‘02" AN LET,

(4) Constrain unit cell according to symmetry
WEIL, Ty IRy I REFT7IZLET,
Frxv IRy 7 Aed AT D L AFMEZ o TORIE TRE(L 21TV E T,

G ER, [(Run] R¥ %27 U » 7§25 & Refine Cell 283247 & 41, [Refine Results (TwinSolve)]
FATOT Ry 7 RRERPRTRENETS,
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Xl
—Statistics
Reflections — RS Deviatiohs N\
Total I 39378 c |4526 £10387 -
el —= 1 = ey h I noo? Pazition I 00724
ze .
— . — k I nme Ratation I 01246
Ihdexed, not used 3409 Mot indexed 2883 | 755
Indexed, but extinct for | i] -
thiz Bravais lattice
Goodness of fit Wi s —Statistics for 2612 G reflections y
| 09938 [ 4489 i leneth) Ave 002 RMs [oTi et 025
hk| deviations from integers and rotation errors for 7138 indexed reflections:
oos | o010 [ oas | oz 025 o3 | o035 | o4 | o0ss [ os0 |
h 71358 u] 1] u] 1] o u]
k B9E0 158 1] 1] 1] 1] 0 1] 1] 1]
| B936 201 1 1] ] 1] 1} 1] 1] 1]
v 2174 M3 1398 770 43R 191 az 53 1 n
—PFefined parameters, standard deviationst  Jo od final shifts © 3
Direct cell: Reciprocal cell
El b o | o | B | ¥ | Walume il b* c* ok | fo | i
Result | 50577 135104 146966 90005 90.025 89965 104011 01965 0.07148 0.0880 §9.995 §9.4975 90.032
o 0.0005 0.0013 0.0014 0.005 0.005 0.005 017 0.0000 0.0000 0.0000 0.005 0.005 0.005
i 0.0m7¥ 0.0058 0.0060 -0.000 0.004 -0.001 1.20 -0.0001  -0.0000  -0.0000 0.000 -0.004 0.001
.DEfector: Omega/Chi zero point offsets (deak
Beam X Beam Y Distance Pitch Foll any | @ | T
Result -0.055 0.150 10.451 -0.079 0.413 0.265 Result 0109 -0.0a7
o 0.002 0.0035 0.005 0.007 0.004 0.005 o 0.005 0.004
M -0.oay -0.001 0.019 -0.001 -0.000 -0.010 A -0.002 0.001
Cryztal orientations (degk Cryztal Dizplacement Origin (mm): Crientation matrix:
Rat1 Rat2 Rot3 b b z 0159035680 -0.0345029 -0.0335629
Result | -165 505 -121 265 -163 697 ReSu_It -0.015 -0.055 0.015 00034827 00391124 00602165
o 0.005 0.005 0.0a7F o 0.002 0.002 0.003
4 0.002 0.000 0,001 “ 0.001 -0.001 -0.000 ODIGETR | -DOSEEI0 | DS
Additional information:
Twotheta range: 389 to 5984 deg;  d ranes: 0717 to 10443 anestroms ;l
Refinement flagz: 11111111111111111111 _I
-
fccept these parameters?
Mo

Refine Cell EATH DRI, LN ORMHFICY TTE L LA BIRS NI FITIEMR TH 5 ArRer:
WEWEBZBNET,

(1) RMS Deviations
(h] . [k] . [1 ©fE2s 10.02) Kv/hEuy,

(2) Goodness of fit
1.000.2] OHPFANTH 5.

(3) Refined parameters, standard deviations

o] . [A] OfE2s 10.0) UFTHD,

2% LFRAECY TTES WSS BIRES N TIEMES TOW D AREMEN H Y 3, £ 7=,
ZOWE . BT EBOMPEEETE X TREL TN TSI ERNH D 4,

fEREMER%, [Yes] RE &7V w7458, UTFTOAyE—VRERINET,

@ Transform to the conventional cell?

Mo |
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EE LI mWEEIE, No] RZ &7 v 7 LTSN, 72120, #oT [Yes] R
27 Vw7 L, [HiE->7=ComponentZfEE L T, £ DComponentiIHIFRT 2 Z &N TExET (644
ComponentD {42 M)
[Yes] "&# v %27 Y273 5&, [Find Conventional Cell Results (TwinSolve)] %4 7 v 77K
7 ANFIRE I, L FTRE/R#E 1- A% [Conventional cells in order of highest symmetry: ] {ZU A b7
v FENET, [No] RE %27V v LIcha, M OmMERIIIATINEE A,

Find Conventional Gell Results (TwinSolve) X

Conventional cellz in order of highest symmetry:

Buerger Type | Trans. Type Bravaiz | Lattice | a | 4} | c | o | P | W |ﬂ
1- 324 Orthorhombic P 50877 139104 146966 90005 90025 89 965
1- 3540 Monoclinic P 139104 50877 146966 90025 90005 89.965
1- 33 honoclinic P 50877 139104 146966 90005 90025 89965 ;I

Unit cell of highest symmetry bazed on the maximum allowed deviations:

Bravaiz Lattice a b C o | B | il Wolume |
Ortharhombic P 5.0877 139104 14 G966 Q0,000 30.000 90.000 1040.11

Accept, and re-index orientation reflections?

, ............. VES ............... Mo |

B O RFED E cell 25 HBIHYIZE-IR X 41, [Unit cell of hight symmetry based on the maximum
allowed deviations:] IZR/RINFET, [Yes] "X %7 Vw55 L, BEMNHEFE L. [PostRefine
Cell (TwinSolve)] ¥ A4 TR 7Ry 7 ANKRRINET, [Nol R¥ 27 Vv r35E, ZO%EH
TN £,

Post Refine Gell (TwinSalvel x|

@ What waould you like to do®

Refine fegain Index Anaother Tiin

HERZ L OFEMILLTD LB TT,

(1) Predict Spots
72Uy 745 L BEOEHTA A= LT A FERD DA SN L K OMENF AL TE
IRENFET (6.4.3.7 FEMAE O (Predict Spots) #&MR)

(2) Refine Again
FHJE Refinement Z{TW2WGARIZZ U v 7 LET,

(3) Index Another Twin
Z OMIHE L HF 9 728546 (Component 2 (29~ D AE MK 2R ETHHA) 127V v
7 LET (6434 Component 2 (29 5 #ifidnt& 1O E (Index Spots) &S5 HR)
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6.4.3.4 Component 2iZxt 3 2 #EdEHEF DRE (Index Spots)

Component 1 {257 5 gt 1 OREEALLKE T L= 5, Component 2 |ZX 9 % i b T DR E %
ITWET,
7u—F v —b® [Index Spots] R¥ > %7 U > §2%&, [Index Spots (TwinSolve)] # 4 7 =1
TRy 7 ANFRENDDT, 6432 Component 1 (2% 2 #& g 1O TE (Index Spots) & [FIAE
WM ERELET,
%% : Component 2 |23 2 fit S #5728 Component 1 & [A] UE A& T TR E D IZ< WIHAIZIE,
[Use knownunitcell] F=v 7Ry 7 A4 N5, BRGENRH Y 7,

SR ER, [Run] RHZ %27 U » 732 & Index Spots 235247 & HU., [Index Results (TwinSolve)]
BAT TRy 7 ATKERDFRRINET, AR & D FEBPERD 25513,
[Conventional cells in order of highest symmetry:] [ZAERPEBFR RIS NETH, TOREATIEH, &
DEDRFERTH> THERER LR T,
[Yes] R"&¥ %27V v 27 9%L,  [Unitcell of highest symmetry based on the maximum allowed
deviations:] [ZFR SN TWDHETEEDY, Component 2 (ZxF9 D81 & L TIRESINET,

Index Results (TwinSalel 5'

Corventional cellz in order of hishest symmetry:

Buerger Type | Tranz. Type Bravaiz | Lattice | a | 1] | C | o | B | il |
1-1 314l Triclinic P 51186 1335743 146675 59.591 87311 55,706

Unit cell of hishest symmetry bazed on the maximum allowed deviations:

Bravaiz Lattice a 1} c o | B | il Wolume
Triclinic P 5.1186 133748 14 BEYS 59.591 a7 .311 88706 100276

Accept, and re—index orientation retlections®

P e Mo
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6.4.3.5 Component 2iZxt 3 2 ik T DFEZE{L (Refine Cell)

7 —F ¥ — kD [RefineCell] R¥ > %27V v 74 5E, [Refine Cell (TwinSolve)] ¥ A1 7 &
TRy I ABREREINET,

Fetfine Cell (TwinSalwel 7] x|

Main | Advanced

Feflection file Active component

g ; to refine

tzFindre |2 vI
hik. | derviation

IEI.EEIEIEIEI

—~ Restrain usine other components

Inzlude twin companents
1.2 Reset Alll Twins

[T Congtrain unit cell according to symmetry

Run I Cloze | Save | Defaultz...

Components 2 [ZXF 9~ 5 5 ibks T OERLZ21T 9 & 211X, [Active component to refine] 7' /L4 v
VUR NN, ®ETEES 12) ERRLET, TOMOEEIZOWTIL 64.3.3 Component 1
Wk ARk T Ok (Refine Cell) BB LTLF &V,

%% Component 2 LIfE, Component 3, Component 4. . . OFESEIEDREELELIT O HEIC D,
*xt)57% Component DFHF 2RI L TL 720,

MR ER.. [Run] RH¥ %227 Y w79 2% LRefine CellAFAT X 41, [Refine Results (TwinSolve)]
AT RTHRy I AFERPFERSNET (6.4.3.3 Component 1 1ZxH7 5 il dtg T DR
(Refine Cell) &#ZM)

FEALRE T A fERE. [Yes] AE V&7 Vw3208, UFOAvE—URERINET, HE
L7z 720G E1E [No] RZ 227 ) w7 LTLKESY, 22, #RoT [Yes] RZ >z Uy
7 L. [#i# > 7=ComponentZ #EE L CH, EDComponentiTHIfEd 252 LN TEET (644
Component DR A 2 M)

Post Refine Cell (TwinSalve) x|
@ What wauld you like to do?
e Fefine feain Ihdex Another Twin
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HRZ L DOFEMILLTD LB TT,

(1) Get Twin Relations
Component?® 2 DL ERE SN HEICRRSNET, 7V v 27925 & Component 1 &
Component 2 [H] D& dh AL O BIRAFE v E 7 (6.4.3.6 % Componentli] O i iy /5 {7 O 7
(Get Twin Relations) %2 fR)

(2) Refine Again
¥ Refinement Z{TW2WIEARIZZ U v 7 LET,

(3) Index Another Twin
EOMIHE TN Z 5 723546 (Component 3 LARRIZRT 3 2 fkits T2 RET 2 5E) 127
Uy 27 LET (64.3.4 Component 2 \ZxF5 A &R #E 7-ORE (Index Spots) % ZH)

6.4.3.6 #Componentfd] D gk F AL OFEFR (Get Twin Relations)

7u—F v — D [Get Twin Relations] R¥ %27V v 735 &, 2 DL .0 Component 3% %
BA. TNENONMERFREFHE L,  [Twin Relation Results (TwinSolve)] # A 7 1 7R v 7 AH
KRSNET,

Twin Relation Resultz (T

Twin relationship for 1 valid component pair thaving same unit cell:

Tuin Pair Teivin Laww Ruotation (deg) Rotation Around The MNormal To Eguivalent To Raotation Arounc ‘
| 0541 -0.209-0.213 |
1.2 hl=| 1587 0.767 0209 | * h2 5743 (001,102, 1.00) (005,143, 1.00)

| 1.773-0256 0.755 |

MeRt%., [OK] RZ %27 U w7 LTLIEEW,
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6.4.3.7 FEEARFOMERS (Predict Spots)

ZFALEID Component D kg A RE LD, WRE LIRS FNIELWI 2R L ET,

7ua—F v — h® [Predict Spots] "X > %27V v 7§ 2%&, [Predict Spots (TwinSolve)] %1 7
BURy 7 ARERENET, ZTORT v 7T B L7 LR TP SN S O E A |
B A A=Y ECHAGDETRL ZENTEET, ZLONPFHRETTERIND RS & —HL
TWHIE, BFER. Mid T ELWEEZ BN ET,

Predict Spatz (TwinSaled 7| x|
acan Table: Right-click for further optionz
Template Avail To Use |;|
cyti_twin_screen? v img 4
cyti_twin_screen?? 77 img 5
cyti_twin_screen? v img &
oti_twin? 777 img 1-360 1410
cyti_twin P77 Jma 361-720
-
Clear All |
Box zize ‘pixels) Twin components
|7 5 |-|-| Y |-|1 7 |5 & All components
™ Specify components
[T Predict alpha-2 =pots I{null}
Fuin I Cloze I Dave | Defaults..

FHAOFMILL T O LB TT,

(1) Scan Table
[To Use]7 % A h A » 7 AT Predict Spots THEHT D EHTA A — % A LET, @HE I,
B 20 T5~10° 53DEPTA A — TV EBRLE T,

(2) Box size (pixels)
wEE, XL Yl . [Z] 7RA MRy 7R, ZEhEh 117 [ 117 [ ‘57 A
HLET,

(3) Predict alpha-2 spots
WHEIE, Ty /Ry 7 2247 LET, Ka2 BOWEE TO Predict 2B 25512,
Fryv IRy I A F T LET,

(4) Twin components
B 1L, [All components] 7 AR & > & A N2 L ET, T D Component (2%} L T Predict
Spots FEITENE T,
¥ 7E D Component {Zx} L C D Predict Spots % 5473 555121, [Specify components] 7
UHARE U EA L, THA MK v Z AT Component DFEFE AT LT EE,

) 1 - 1 O FER
1,3 — 1 & 3 &R
1-3 — 1. 2. 3 #3&R
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RIFRRER .
WCHERDPFITRSNET,

Ml Frocessing Image

[ ot jmlol—)=lsls)1] D|O|9|D|&|“‘| o[ [lE v | =luls]®] s 22T Al
. O
O C] O (/ ‘\)
Q A o] —
oL ) o
e o
o
Q 2
e} & O @ Co
[ b]
2 O Pog g
8 0@ Q | (— [t it g
5 P O o Image number [
o = o Reflection list [ieFredictrel
(& Oq Start angle {* oo
g 5 < (O] (@] O Image width { [o5a
O o) 16} Qo Exposurc time  Goc) B0
i Q < Grys fodet dist Gend [BROD
“ @ OC Deteclor 2o 47 Famm
@ % Pixal position [
2 o O O Pixel vahie [
o] 25 o] Peak intenarty [
o] = o Hesoltion @0 1 ¢ [
o o o) o o Tercsily /Sigma
© O o HEL o -
Spot distance [
- O <@ o o1 Pezahstion Ares
(0] () —|
e 0 8} Lece cpote More cpote
i & Y Dicplay crientation [ GH) | Prefs.
@ © 5 t;m:ed twm losond:
2
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[Run] A& %27 U v 7925 & Predict Spots WEITEII, A A=V T KU Lk

BH OB A A=Y e ERGDYE T, B LKA LR TTHEN O RKHR B LT

WAHZ L EERLET, /—/1//\~0>r%{74’ arvEI Vv rT5HE,

TRy I ANFRINET,

Owerlay Images

s 1 RS T A

I ) Images - cyti_twin

x| = & cF E

cyti_twin0001.ime
ovti_twin000Z.ime
eyt twin0003.ime
cyrti_twin0004.ime
cyti_twin0005 ime
cyti_twin000E ime

cwti_twin0007.ime
owti_twinD008.ime
eyt twin0009.img
cyrti_twnin00 0.ime
cyti_twin0011 ime
cyti_twin001 2 ime

cwti_twin0013.ime
oyti_twinD014.ime
eyt twnin0015.ime
cyrti_twin0016.ime
cyti_twin0017.ime
cyti_twin0018.ime

i

[Overlay Images] %A 7 &

A M Jevti_twin0001 ime] 7.5 ] I
TP ILDAERD: Al Files x4 =l Al |

Template: IE:‘\EE'I A6\ mages - cybi_bwinoyt_bwin 7 img

Image sequence
Sequence start Sequence increment

I =20 =

Mumber of images

1o =

4
[Sequence increment] . [Number of images] 7 % A I

1 KBNS 10BETHOA A—VEE

[Image sequence] @ [Sequence start] .
Ry 7 2 ZEnEh “1”7 . “1” [ ‘10" #ANT5H L,
NTHRRTDHZENTEET,
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(o]
: o @ o
I o
[ ]
- i (o]
= @ 5 @)
8 % (6} 8
O & @ @ O
" & )
© - = (me ¥ 2
(Y * F Gog.. o
& G el o
- win *Ba 5 o
. . . TN ey ol
By : o)
e + e 2C®80, " - 6. T
ot (
(@] o .I- : Q.. ® =
" - =R AN G
¢ @ 5 s R OC]
=% or :@-‘: : @ -
2 . 6, g o
.ow 5 OO
. . @ o - OO
. o}
e ®
= 3 5 a
. -l o
5 ® o o] ©
L (o L]
© P . &

(@)

Blg®| <2 2|2/ Al
-
P
® -
L [l d

Tmages rames [t g
Image number f
Reflection list [rsFredictrel
Start angle (* 1000
Image width ¢ [
Exposure time Gee) OO
Cirys o det dist {mm) }ﬁnn—
Detechr 20 (7 mnn
Pixal pozition
Pixel vakis
Paak ntenarty
Mesohtion @)1 ¢ [ [
Tntersity ASigma —
HEL e el
Spot distarcas [
o7 Resoltion Az |
Lezs cpots More cpots
Dicplay crientation [ @ Prefs. |
Indesced twm lesend
a:

R D|O|9|D|““'Ji| 05|

Mﬂqu
- ~ o -
Ll
o) P
o o (i
G 2 L L
. i e ' 9o L
® .o Sy
® o J i
s @ o O
O © @ Gy OOI:I
® ® 8 ® @ og
2 . B oo ..~ oOf pr—— Tt e
. Ry Ty =
- = 5 G - *# OD|—| Reflaction list fieFredictrel
T = = (0] o Start angle {* Fi1000
e @ -'.K;E; = @ OD|—| Image width (* s
ar . DI - C I%}) . o Exposure time  Ges) OO
i o . s . ‘Ch g~ s @ Grys to det dist tmmd [0
= > 6 @y - * o Driecter 2 (© FRW
5 - Mo e = SH 8] r Pixel pagition
@e o Fc (CP Picel vaks
e * . o @,ﬂ O Peak intenarty
o . @ 7 S i) OD|_| Hesohtien &3 1 C [ [
O e -
L = @ e Trileercsily /Sig ma
e Ol 8y ©q o e —r—r—
o] Spot distance [
2 @ @I;I 2 L 0 OD a1 Resobution Ares |
. e o) 0 © (&) Lece epots Nuelmle
& ; & 4 o Dicplay crientation [y @H) | Prefs. |
[ 2] ® 1 (0] (o] Indesced twn lescnd:

OTHRRINDRHIE,

BUER RSN TV DA A=Y (EROEE, 1 B HOEHTA X —)

R LCRHRE SN 2, OTRRSINDMENE, ZRS DR A A=Y (EMOEE, 2~

10 B B OB A A=)

Wt L CHE SN EZR L TOVET,
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Component 1 3 & U'Component 2 DFHHE _EDOK A, BT A A — LB Sz K & —F L
TWBE4E, YE LizComponentiX IE LW EHlr45 Z LT 4, BN/ EFHETH
BN R—E LA WGE . IE LT HIZIE LS 202 &2/ £9, [BE - 72Component &
HIBRT 5 7iE1X. 6.4.4 Component®H|FR%ZM L T 7Z X0,

B RNBREDHE (Integrate Reflections)

WE LA TR IELNZ EEMER LIS, B HREOHEEITVET,

Integrate Reflections % FEATT HHNZ, ST AT T 7 A VEER LT LIV, AT 77 A )L
EERL L CWRWERIE, =7 — A v —UNRERRINET, =T — A v —URRRINTIGH
L. — CrystalClear ##& T L, FlZEI L T &0, Bk, ~ A7 7 7 AV E/EH L, Integrate
Reflections & 34T L £ 97,

71 —F ¥ — h® [Integrate Reflections] "¥ %27 U w735 &, [Integrate Reflections
(TwinSolve)] ¥ A T a7 Ry 7 AREREINET,

Inteerate Peflections (TwinSolvel : ilil

Main | Advarced |
Gcan table: Right-click for further options

Template Al | To Usze
oot twin?? 77 img 1-360
cyti_twin e T T img 361-720 361-720
Select All Clear All
—Ihteerate v Uze Twinsalve proposed values
. o Y zZ
{* A+ t
YT EEmpEnEnts Boxsize 125 125 5O
" Cnly first twin component FieH I 913 713 125
—Box zize {pixelz) —FilyHM (pixels)
}{ T £ ® by £
I'I 25 |1 25 IE.EI IS.'I E IE.'I 3 I'I 20

Rur I Cloze I Save | Defaultz...

FHEAOFHEMILLTO LB TH,

(1) Integrate
FEOY DSB8 2 51595 Component Z 34K L £9, #@# 1L, [All components] 7 A 7R 4
YEFATLET,
All Components : 32T Component % { F
Only first twin component : Component 1 M7 % {#

2% . K27 v FITEEHI KR & <UKfFL £, —FE. [Only first twin component] 2% L |
RN R A I SN D Z L2 BED LET,
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(2) Use Twinsolve proposed values
WHIL, Ty /Ry 7 A&F A LET, TwinSolve 7’1 7' J A2 X V7o EAER R
S, Ty IRy I A%F T D e, ZOMEMH L TR RATREDFRENMTOILE
j_o

(3) Box size (pixels)
[Use Twinxolve proposed values] = > 7R 7 A& 4 N2T5H L, RRINTHHEDH
TANINET,
[Use Twinxolve proposed values] &= v 7Ry 7 A% 47T H &, [EEOMEEANNTHZ
EINTEET,
(4) FWHM (pixels)
[Use Twinxolve proposed values] = v 7 Ry 7 A4l TbH L, BARINTWHENA
HTATEINET,
[Use Twinxolve proposed values] &= v 7Ry 7 A4 72T 5 &, [EEOMEEANTHZ
EMTEET,

G2 E®%. [Run] R¥ > %27 YU v 7§ 5L Integrate Reflections 723517 XV E T,

6.43.9 F U HOHE (Laue Check)

T EREDOFHEN KDDL &, T HHROHEEITVET,
7 —F ¥ — bh® [Laue Check] R&¥ %27V v 7 35L, [LaueCheck] XA 7 7Ry A
NERINET, BEITHEELETHILETILY A,

Laue Check {TwinSolel ed |
— Reflection file input Data to meree
[T ilze arientation reflections toriretxar " All data
. . 1 | = | d
Input *raw reflection filez 0 d-:t?a ngrytl:l?r: IR
datmill.raw I'I bl I
datmil.rawm

Ruin I Cloze Save Defaultz...

6.4.3.10 ZEfE#EDH|E (Space Group Check)

WL, ZOAT vy FIFFEITLER A, ZEHBEOHIEIL, CrystalStructure THEITL T 7ZE W,

Rigalcu



— 104 —
MJ13292B

6.4.3.11 FEMINEIZ X BRIAHIE (Num. Absorption Correction)

R : Componet?s 2 DB EHBBAIE. ZORT v FIFFETLER A, 64312 RHEBED
Ar—1Y 7 (Scale and Shape) ZEFTLTLE&EVY,

71 —F ¥ — ® [Num. Absorption Correction] "% %427 U v 27325 & [Numerical Absorption
Correction (TwinSolve)] %A 7 a7 R v 7 ANRFRINET,

Mumerical Absorption Carrection (TwinSaolves 2| x|
—Formula
OEM3COH3

e Empirical formuls  OSNACOH13)
— hlethod 3\ —& value — Abzarption

{~ Mo absorption correction Susgested:  [3.74 ze n ID_-] o976 P

f* Gauzzian inteeration

" Spherical crystal Actual e Mo anods
—Grid points Crystal description file \ Radiuz (mm)

a ] C resourcedat ID.EIEIDEI
G 1] IE

Fiin I Cloge | Save | Defaultz...

FHEHAOFHEMILLTO LB TH,

(1) Input reflection file
ldatmg.raw| %@L FET,

(2) Method
HEHIEL, [Gaussian integration] 7 VA RZ 24 I LET,
[Spherical crystal] 7 AR & & A 2 LI2A1EL,  [Radius (mm)] 7F A MR > 7 R
EEATILET,
FERAMEIC X DRI IE 2 1TH W54 1E,.  [No absorption correction] 7 AR ¥ v &4
WCLET, 205G, WIIEEITHRICIER S LD [databraw] 7 7 A /L%, [datmg.raw]
TrANnEAL =L, AP EESNIZT 7 AL TT,

(3) Formula
M Z AT UES, MERT ORI, MR ATE & 72> TOIZEAE. E LWL
KEANLEL, BEZOAT v 7E2ETLTIIEE N,

(4) Zvalue
[Suggested: ] 7F A AR 7 AR RINTZHEEZ S &IZ, [Actual: ] TF A FR v 7
AN (O F YU OSEIE ‘47 ) AN LET,

(5) Absorption
[Formula] B L [Zvalue] TF A bR v 7 AIEREATT S & WIARE 1 23 BENY
WCHEIN, 7F A PRy 7 ANICEREINET,
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(6) Grid points
RO EZRELET, @iix, [al . [b] | [c] 7F A PRy 7 A2 LTH “67 |
“6” . “6” mASILET,

(7) Crystal description file
lshape.dat] Z IR L FE T,

(8) Radius (mm)
[Method] T [Spherical crystal] Zi®R L7235E. fmOFE (mm) 2 AN LET,

ZskE%. [Run] ARZ %2V » 79 2% & Num. Absorption Correction 235817 &L E T,

6.4.3.12 XHREDRF—Y 7 (Scale and Shape)

71 —F ¥ — h® [Scaleand Shape] R¥ %27V v 73 5L, [Scale and Shape (TwinSolve)]
FAT B IRy s ARETSHET,

Scale and Shape (TwinSolvel 7| x|
Main | Advanced |

Ihput *raw reflection fileiz)

— Twin correction functions

Twin componentis! to correct

datme.raw 0 = calculate for all available twins)
datmill.rawm
datmil.raw 0

Twin overlap combinations

i+ Calculate for all twin combinations
" Mo twin overlaps

{~ Only specified twin combinations

—apherical harmonics

Mumber of cvcles I'IE Even Id— Odd I.I—

Equivalent reflections bazed on —izighting
{* Laue eroup f* Uze unit meights
" Point group { Use actual weights
Shape factor model
|Llse diffracted beam position LI

Fun I Cloze Save | Defaultz... |

FHEHEOFEMIZILLTO LB TY,

(1) Input *.raw reflection file(s)
ldatabraw| ZBRL E7,
Num. Absorption Correction % 3217 L 722> 723540 1%. [datmi*raw) (*=0(% 1>V —XH,
*=1F2 v U —XH, LTHEL) Z@RLET,
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Twin correction functions
Component 73 2 DL EH 241, [Twin component(s) to correct] 7% A bR v 7 A2 “0”
EANLET, ZOHAE, T3TO Component NER IVE T, W< D7D Component &
BIRT 25613, “1,37R“L-3" D X 9 ICA T L TL Z & W, £7=, [Twin overlap combinations]
X, [Calculate for all twin combinations] 7 VA HR&Z &4z LET,
Component 28 1 DOFEIX. “1” # A LET,

Number of cycles

Ar—=0rTOVA I NEERELET, BEIE. 12”7 AN LET,

Spherical harmonics

WEIL, [Even] 3L [0dd] TF A PRy 7 X2, ThEh “4” [ “17 #a A/ LET,

Equivalent reflections based on
WHE X, [Laue group] 7 VA RZ &A1 LET,

Weighting
WAL, [Useunitweighs] TV ARZ 24T LET,

Shape factor model

BEIL, TV Z U R R0 [Use diffracted beam position] % 3R L £ 7,

FreE%. [Run] A& %7V v 79 %L Scale and Shape 2317 SV E T,
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6.4.3.13 & DZEH (Reject and Average)

7 r—F v — kD [Reject and Average] R % % 7 U v 7 3% & | [Reject and Average (TwinSolve)]
HATaTRy 7 ARRRINET,

Reject and Average (TwinSolwel ed |
Ihput *raw reflection filedz) — Twwir output
: Twir comparerntiz) to output
databoraw i = output all mereed datal
dat mig.raw 0
datmill.raw
datmil ram

Twin overlap combinations
f+ Calculate for all twin combinations
" Mo twin overlaps

" Only specified twin combinations

[T Add =elected tvin component intensities

— Ot — Equivalent reflections bazed on

v SHELX hkl Srcale factor e L

* Laue eroup
* 1.00

" d¥Trek ref I ¢ Point eraup

" SAINT raw
— Rejection — Averaging

" None - Use unit weights x|

f+ Use Chauvenet criterion

Feject limit IS.EIEI Average limit |50

R I Cloze I Save | Defaults... |

FEAOFMILL T O LB TT,

(1) Input *.raw reflection file(s)
ldataa.raw] ZEER L F T,

(2) Twin output
Component 7% 2 DLL Ed 254 1%,  [Twin component(s) to output] 7 F A AR > 7 22 “0”
EANIILET,
Component 28 1 DOHEIX, “1” # A LET,

(3) Output
WL, [SHELX .hkl] VA RZ %A 12 LET, [Scale factor] 7 F A bl v 7 AT
X 1 ZADLET,

(4) Equivalent reflections based on
EHIX. [Laue group] 7 VA RF v E A4 I LET,

(5) Rejection
BH X, [Use Chauvenet criterion] 7 VAR FZ & A2 LET, [Reject limit] 7 F A b
Ry 7 2% “3 2 AN LET,
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(6) Averaging
Component 23 2 LA EH DAL, 7 VH 7 U A R)x5 [Use unit weights] $ L < 1& [Use
1.0/sigma (F2obs)**2] Z &I L 7,
Component 73 1 DDA 1L, [None] ZiEINL £,

HEE : Component 23 2 2P EdH 2356, R DOFEHMbIL, CrystalStructure TEITTHZ &
N TEERA, &7F CrystalClear THEITLTL 7Z&EV,

SR ER. [Run] RZ %27 Y v 7 3% & Reject and Average N FE{TINFE T,

6.4.3.14 FE@IETOREEIL (Final Refine Cell)

Bl 72 i bk F OB b 24Tk 94, 7o —F v — h @ [Final Refine Cell] RZ > %271 v 7
9 % &, [Final Refine Cell (TwinSolve)] # A 7 BV ARy 7 ANKRENET, TORT v 7T,

[Refine Cell] & [RIEED FNETHEELZ T L T (6.4.3.3 Component 1 [Z%}7° 2 it dlak& 1 DIEE
{b. (Refine Cell) # %) .

6.4.3.15 CrystalStructure TDfEHT

CrystalStructure TOMEIEMATIZIL,  [hklS.hkl) & Ttsarchive.cif] D220 7 7 A LA L E
‘j‘o

WEIEFENT 297 9 Bz, ThkIfS.hkl] 7 7 A VD4 HEiT%E [f2.dat) (AT L, &HIDOITIZ Fortran &
D format LHEATTLTLZEN,
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6.4.4 Component DHIER

B LR TN IE LS 22 WA, £ @ Component ZHIR4 25 Z LN TEE4, LIFIC,
Component # HIBr3 2 FNRZ A L £,

(1) A==—s3—0 [Sample] — [Processing State Display] % (F72i%, ‘7—/Ix/§—0)=|iq]h77/( o)
BBIRLET,

(2)  [Processing State Display] %4 7 2 7&K v 7 ANFRINHDT, [Crystal component: | 7 /L
Zo ) A RovE, HIERT 5D Component D5 & 38IN LE 4,

(3) [Delete] A& %27V w7 35&, BRI Component HHIFR S AVE T,

i [m] |
Current ztate Scans
1T Inteerate: Fun [Scan 17: cyti twin???%.ime: 1-360 ~|
State history — Detector
41 Trteerate: Fun |=| | Eet fis Current | Wehift Shift Distance
-0.5490 04230 45.0000
- Cirystal component: —|3 vl— Delete “ I I : I
26 [F200000 Dist. [o7620
3 b S T Pitch roll
£ Unknowr I aw
121183 [1492%9 167134 &+ Possible [f7mo oamo [3a660
o B " " Known Direct beam at g =0 {mmd ———
04050 [1076010 [o29580 Crystal system
: : : [Triclinic =l X [e53500
Raotl Raot? Riotd Mumber Mame Y |36.4QDD
[faare80 [zzos7s [erteia || [F1
Mosaicity  Volume P —Crystal displacement origin tmm?
o0 |2953 56 ® |n.13?n ki |u.1aan i |—EI.138III
—Extra Zero Point Offgets (deg)
OEntriCit}filF\centric vl Laue class: |1 - @ IEI.EIQBEI T I'l 600
Update From TwinSolve | Source wavelength  [07107
- Have Ghanees To Mew State I
Mask File
D¥CrystalCleari¥ver] 3 B¥tmin¥twin¥ magk. ime [Mezard Chanees I
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PAFIZ, —f%AY72 Data collection D A 7Y = —/ L& R LET, BEILNo. 1 DAY 22—/ CTH40E
THZENTEETN, BFTEBENKELRBIZ LN -T, No2, No.3, No.4 DAF Y o — /L&

LTL7EE,

7.1.1 AFC8+Mercury D4

<No. 1>
Rotation Start End Num
Distance | 260 x 10} Width Step
Axis Angle Angle Images
Screen 35 10 0 0 10) -80 90.5 0.5 10 18
Collection 35 10 45 0 o) -80 100 0.5 0.5 360
Collection 35 10 45 90 o) -80 100 0.5 0.5 360
<No.2>
Rotation Start End Num
Distance | 20 X ¢ . Width | Step
Axis Angle Angle Images
Screen 45 20 0 0 o) -70 100.5 0.5 10 18
Collection 45 20 45 0 1) -70 110 0.5 0.5 360
Collection 45 20 45 90 1) -70 110 0.5 0.5 360
<No. 3>
Rotation Start End Num
Distance | 20 x 10} Width Step
Axis Angle Angle Images
Screen 55 25 0 0 ) -65 105.5 0.5 10 18
Collection 55 25 45 0 ® -65 115 0.5 0.5 360
Collection 55 25 45 90 ® -65 115 0.5 0.5 360
Collection 55 25 45 180 ) -65 115 0.5 0.5 360
<No. 4>
Rotation Start End Num
Distance | 20 x oy ] Width | Step
Axis Angle Angle Images
Screen 75 30 0 0 ) -60 110.5 0.5 10 18
Collection 75 30 45 0 ) -60 120 0.5 0.5 360
Collection 75 30 45 90 ® -60 120 0.5 0.5 360
Collection 75 30 45 180 ® -60 120 0.5 0.5 360
Collection 75 30 45 | 270 ® -60 120 0.5 0.5 360
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7.1.2 AFC10+Saturn Oi&
(1) Mo Target DFE
<No. 1>
Distance | 20 x ¢ Rotation | - Start Fnd Width | Step Num
Axis Angle Angle Images
Screen 35 -10 | 45 0 ) -100 70.5 0.5 10 18
Collection 35 -10 | 45 0 ) -100 80 0.5 0.5 360
Collection 35 -10 | 45 90 » -100 80 0.5 0.5 360
<No. 2>
Distance | 26 . o Rotation Start End Width | Step Num
Axis Angle Angle Images
Screen 45 -20 | 45 0 » -110 60.5 0.5 10 18
Collection 45 -20 | 45 0 » -110 70 0.5 0.5 360
Collection 45 -20 | 45 90 » -110 70 0.5 0.5 360
<No. 3>
Distance | 20 X ¢ Rotation |- Start Fnd Width | Step Num
Axis Angle Angle Images
Screen 55 -25 45 0 ) -115 55.5 0.5 10 18
Collection 55 25 | 45 0 ® -115 65 0.5 0.5 360
Collection 55 -25 | 45 90 ) -115 65 0.5 0.5 360
Collection 55 -25 | 45 180 ) -115 65 0.5 0.5 360
<No. 4>
Distance | 26 . o Rotation Start End Width | Step Num
Axis Angle Angle Images
Screen 75 -30 | 45 0 ) -120 50.5 0.5 10 18
Collection 75 -30 | 45 0 » -120 60 0.5 0.5 360
Collection 75 -30 | 45 90 » -120 60 0.5 0.5 360
Collection 75 -30 | 45 180 » -120 60 0.5 0.5 360
Collection 75 =30 | 45 | 270 ® -120 60 0.5 0.5 360
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<No. 5> all scans are for Collect Images.
Distance | 26 . o Rotation Start End Width | Step Num Start
Axis Angle Angle Images | Num
Collection 100 -40 | 45 0 o -130 50 0.5 0.5 360 1801
Collection 100 -40 | 45 70 o -130 50 0.5 0.5 360 2161
Collection 100 -40 | 45 140 o -130 50 0.5 0.5 360 2521
Collection 100 -40 | 45 | 210 ® -130 50 0.5 0.5 360 2881
Collection 100 -40 | 45 | 280 o) -130 50 0.5 0.5 360 3241
Collection 100 -10 | 45 0 o) -100 80 0.5 0.5 360 1
Collection 100 -10 | 45 70 o -100 80 0.5 0.5 360 361
Collection 100 -10 | 45 140 o -100 80 0.5 0.5 360 721
Collection 100 -10 | 45 | 210 o -100 80 0.5 0.5 360 1081
Collection 100 -10 | 45 | 280 ® -100 80 0.5 0.5 360 1441
(2) Cu Target DB
<No. 1> all scan are for Collect Images.
Distance | 20 . 0 Rotation Start End Width | Step Num Start
Axis Angle Angle Images Num
Collection 30 -100 | 45 0 o) -190 -10 1.0 1.0 180 1801
Collection 30 -100 | 45 70 1) -190 -10 1.0 1.0 180 2161
Collection 30 -100 | 45 140 1) -190 -10 1.0 1.0 180 2521
Collection 30 -100 | 45 | 210 o) -190 -10 1.0 1.0 180 2881
Collection 30 -100 | 45 | 280 ® -190 -10 1.0 1.0 180 3241
Collection 30 -10 | 45 0 ® -100 80 1.0 1.0 180 1
Collection 30 -10 | 45 70 o) -100 80 1.0 1.0 180 361
Collection 30 -10 | 45 140 1) -100 80 1.0 1.0 180 721
Collection 30 -10 | 45 | 210 1) -100 80 1.0 1.0 180 1081
Collection 30 -10 | 45 | 280 o) -100 80 1.0 1.0 180 1441
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7.1.3 AFC7+Mercury D&
<No. 1>
Distance | 2 . wor | Rotation Start End Width | Step Num
¢ Axis Angle Angle Images
Screen 35 10 0 0 ¢ -80 90.5 0.5 10 18
Collection 35 10 0 0 ¢ -80 100 0.5 0.5 360
Collection 35 10 90 0 » -25 20 0.5 0.5 100
Collection 35 10 90 90 » -25 20 0.5 0.5 100
Collection 35 10 90 | 180 ® -25 20 0.5 0.5 100
<No. 2>
Distance | 2 . wor | Rotation Start End Width Step Num
¢ Axis Angle Angle Images
Screen 45 20 0 0 ¢ -65 105.5 0.5 10 18
Collection 45 20 0 0 ¢ -80 100 0.5 0.5 360
Collection 45 20 90 0 ) -20 28 0.5 0.5 96
Collection 45 20 90 90 ) -20 28 0.5 0.5 96
Collection 45 20 90 | 180 » -20 28 0.5 0.5 96
Collection 45 20 90 | 270 » -20 28 0.5 0.5 96
<No. 3>
Distance | 2 . wor | Rotation | Start End Width | Step Num
¢ Axis Angle Angle Images
Screen 55 25 0 0 ¢ -65 105.5 0.5 10 18
Collection 55 25 0 0 ¢ -80 100 0.5 0.5 360
Collection 55 25 90 0 ) -15 45 0.5 0.5 120
Collection 55 25 90 90 ) -15 45 0.5 0.5 120
Collection 55 25 90 180 » -15 45 0.5 0.5 120
Collection 55 25 90 | 270 ) -15 45 0.5 0.5 120
<No. 4>
Distance | 26 . wor | Rotation Start End Width | Step Num
¢ Axis Angle Angle Images
Screen 75 30 0 0 ¢ -60 110.5 0.5 10 18
Collection 75 30 0 0 ¢ -80 100 0.5 0.5 360
Collection 75 30 90 0 ® -10 45 0.5 0.5 110
Collection 75 30 90 90 ) -10 45 0.5 0.5 110
Collection 75 30 90 180 ) -10 45 0.5 0.5 110
Collection 75 30 90 | 270 » -10 45 0.5 0.5 110

Rigalcu



11

1.2
http://www.rigaku.co.jp/
1
Q)
1
(2
1
3)
(2
1
2 )
3
1.3
131
132
133
134
135
)
TEL: FAX : MAIL : xrd-ts@rigaku.co.jp
TEL: FAX : MAIL : xrd-os@rigaku.co.jp

(SS)

MJ11555A01



URL http://www.rigaku.co.jp/

196-8666
151-0051
569-1146
305-0821
980-0804
461-0002
802-0005

3-9-12
4-14-4 SK
14-8
2-33-6 2F
1-2-16 2F
35-16
2-1-1

TEL 042-545-8111
TEL 03-3479-6011
TEL 0726-96-3387
TEL 0298-52-3911
TEL 022-264-0446
TEL 052-931-8441
TEL 093-541-5111

’05.07



	1.　概　要
	1.1　はじめに
	1.2　ソフトウェア使用上の注意事項
	1.3　取扱説明書の構成
	1.4　その他の約束事項

	2.　CCDシステムについて
	2.1　装置の構成について

	3.　CrystalClearについて
	3.1　低分子用CrystalClearとは
	3.2　フォルダ構成
	3.3　表示ウィンドウの構成
	3.4　ダイレクトビーム位置およびアッテネータファクターの決定

	4.　CrystalClearを始める前に
	4.1　CrystalClearへのログイン
	4.2　新規ユーザーアカウントの作成

	5.　測定とデータ処理
	5.1　新規ProjectおよびSampleの作成
	5.2　装置の初期化（Initialize Instrument）
	5.3　結晶情報・装置条件の入力（Setup）
	5.3.1　Main Tab
	5.3.2　Crystal1 Tab
	5.3.3　Crystal2 Tab
	5.3.4　Detector Tab
	5.3.5　X-Ray Source Tab
	5.3.6　Notes Tab
	5.3.7　SaveボタンおよびDefaultsボタンについて

	5.4　結晶の評価（Crystal Evaluation）
	5.4.1　結晶のセンタリング（Mount Crystal）
	5.4.2　結晶外形の測定
	5.4.3　予備測定（Initial Images）
	5.4.3.1　予備測定条件の設定
	5.4.3.2　予備測定の開始


	5.5　結晶格子の決定（Assign Unit Cell）
	5.5.1　反射のピックアップ（Find Spots）
	5.5.2　結晶格子の決定（Index Spots）
	5.5.3　結晶格子の精密化（Refine Primitive Cell）
	5.5.3.1　各パラメータの精密化

	5.5.4　結晶格子の軸変換（Reduce Cell）
	5.5.5　軸変換後の結晶格子の精密化（Refine Standard Cell）
	5.5.6　結晶格子の確認（Predict Spots）

	5.6　本測定条件の自動判定（Strategy）
	5.7　連続した回折イメージの測定（Collect Images）
	5.7.1　本測定条件の設定
	5.7.2　本測定の開始

	5.8　積分反射強度の計算（Integrate Reflections）
	5.8.1　マスクファイルの作成
	5.8.2　積分反射強度の計算

	5.9　ラウエ対称の判定（Laue Check）
	5.10　結晶外形による吸収補正（Num. Absorption Correction）
	5.11　反射強度のスケーリングと吸収補正（Scale and Absorption）
	5.11.1　経験的な吸収補正
	5.11.2　結晶外形による吸収補正

	5.12　結晶格子の精密化（Final Refine Cell）
	5.13　CIFの作成（Write CIF）

	6.　その他の機能
	6.1　反射ファイルのマージ
	6.1.1　データ処理
	6.1.2　反射ファイルのマージ

	6.2　結晶外形の指数付け（Face Index）
	6.3　逆格子ビューアー
	6.3.1　ウィンドウ上の操作
	6.3.2　ツールバー
	6.3.3　反射のピックアップ（Find Spots）
	6.3.4　逆格子ビューアーの起動および反射ファイルの選択
	6.3.5　反射の選別
	6.3.6　格子の決定
	6.3.7　手動による層線の決定

	6.4　TwinSolve
	6.4.1　TwinSolveの起動
	6.4.2　結晶情報・装置条件の入力（Setup）
	6.4.3　TwinSolveでのデータ処理
	6.4.3.1　反射のピックアップ（Find Spots）
	6.4.3.2　Component 1に対する結晶格子の決定（Index Spots）
	6.4.3.3　Component 1に対する結晶格子の精密化（Refine Cell）
	6.4.3.4　Component 2に対する結晶格子の決定（Index Spots）
	6.4.3.5　Component 2に対する結晶格子の精密化（Refine Cell）
	6.4.3.6　各Component間の結晶方位の確認（Get Twin Relations）
	6.4.3.7　結晶格子の確認（Predict Spots）
	6.4.3.8　積分反射強度の計算（Integrate Reflections）
	6.4.3.9　ラウエ対称の判定（Laue Check）
	6.4.3.10　空間群の判定（Space Group Check）
	6.4.3.11　結晶外形による吸収補正（Num. Absorption Correction）
	6.4.3.12　反射強度のスケーリング（Scale and Shape）
	6.4.3.13　反射の棄却（Reject and Average）
	6.4.3.14　結晶格子の精密化（Final Refine Cell）
	6.4.3.15　CrystalStructureでの解析

	6.4.4　Componentの削除


	7.　付　録
	7.1　Data collectionのスケジュール
	7.1.1　AFC8+Mercuryの場合

	7.1.2　AFC10+Saturnの場合
	7.1.3　AFC7+Mercuryの場合



