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21. 77 AN A Z 2 — Copy to clipboard

AEBELTWR IO rALEs )y TR—FK(Za
File E—LEd

File | Option  Macro  Help Save as Metafile

Read profile(s)
Save profile(s)
Export the selected profile(s) »

Load crystals (as a new list)

Load crystals (and add to the present list)
Save crystals

Import CIF, AMC...

Export the selected crystal to CIF

Revert crystals to the initial state

Page Setup

Print Preview

Print

Copy to Clipboard 3

Save as Metafile

Close

Read profile(s)

TOT77ANT —REFHABRET, FiHAIAIBE
BERIEARY 7 b OFEXTH B pdil D IEH. WinPIP D
HAOTHBlcsv]. Fit2D OHEADTH Bl chilm EHFEdA
AHET, NN AE-BEDTFX MEAT
BMENT=T7 7 ALBOREFZHAADDE LS ICLTH
DE 9,

Save profile(s)
TAT77ANT =R %5EEIALFT, EEAHRAEE
BRERIZARY 7 boFEXTH Bpdi] TT,

Export the selected profile(s)

BIRADTAT7ALT—REHYTXTY (BE,
BE), Z7XYY, HDB WL GSAS R TcTHEAL F
‘3_0

Load crystals (as a new list)
ERUZX M7 7ANLEBRF xm)ZFmaidsF 3, ]
EOIESEY X MIFEINET,

Load crystals (and add to the present list)
HERY R N7 7AIVERRT xm)EHRARAHSET, ]
EOERY X FOKREICEBMEINET,

Save crystals
BRURN77A4ILVAET xm)EEZEZAALET,

Import CIF, AMC ..
cif ﬁx‘ﬁ@%fﬁ? 2774, HDWE amc XD
%LT RI77ANEAVR—FLTCREOHERY X
MR E T,

Export the selected crystal to CIF
BRPOERE, cdf BRAOBET -4 774 0EL
THRELEYT

Revert crystals to the initial state
T X FZEREICRLE S,

Page Setup
T POR=VBREERTVETS,
Print Preview

RO 7L Ea—BEE&R<LET,

Print
FIRIL £9, FIRIEEHEIZIBEOBE - BEHE T,

RAFBLCWB 70774V E AR T 7 AI(RY
Pl 74> MEREZDF FRETIHEA)TREL
¥ 9, EMF(Enhanced Meta File)& W5 FER Z VKR —
LTWEd, R#EFELZ [*emf]l 7 7 1 JLIE Power Point
¥ Word TiArL &N TE 9,

Close
TOVILERTLET,

Option

Optlon Macro  Help
Tool Tip
‘Watch Clipboard

‘Watch File 3

Clear Registry
- " .
Save the crystal list when closing

Tool tip
FrvoTREY—LFyTERRLET,

Watch Clipboard

JUyTHR-FERL., 707 74T —RZ0HES
T—ENBEHINDE, T—REHZHAHLY 7Tz
TIZEY AA X T,

Watch File
BELEZTALIMIAERL, StAAAAERY
T7ANLDMREINIZSEHTHEMAETT,

Clear registry

LYZ MV ZBIBRLES, V7 bT 27 Z2BEHH
’/lz\g/c‘_a—o
Save the crystal list when closing

V7T ERTREIC, ZOBORERY R FZE

FCREL I, REEEREICIE, BIRKRTEOESRY
AEDPREINDZEICHY T,

Macro

Macro | Help
Editor

PDIndexer |Cld, =7 O#EEN H Y £ 9, FEMITRIRE
HLET,

Help

Help

About Me
Program Updates
Hint

Help (web)

About me
IE—FA4 M PNR= 3Ty TERE, ~=a7I)b
(CDOR=NEHRRLET,

Program updates
FLunNn=2arpd)Y—INT0dhaFoy



7L, VU —=RINTWEHEET Y 7T — b &fTh
£9,

Hint

Deprecated.

Help (PDF)
IDR=VEFRRLET,

Language

SEEDVEAET, BECEBEED [ gane
REBOAMGLTWET, DY EZR English
1. BESHHIPHETT, ® Japanese

22. BT A= 2 —

Horizontal Axis

Horizontal Axis  Appearance & Single/Multi Profile

ﬂ After reading profile, change horizontan! axis

Horizontal Axis
(0 28 (angle)

(O d-spacing

0O g (wavenumber)

Wave Property

Source Color

© X-ray O Monochrome
(O Electren (O Flat White

O Neutron Custom white Energy
Wave length MNeutron TOF
Element 0: Custom Unit option
Energy 29.98 key O /A /nm

Wavelength 0.41335611176% A

FRTDHOE—RFEZRELET, I THRET 21BK
B ERREDRTETHY REOEEE IZBERHY FHA,
(ERRDEEIER % E D "Profile Parameter"» > ZEE T
XFET,) TOHELRD XBRREEAWHETHIEH
HZAZTUEBT I EMNAIEETT, 7-& X IETmAMAAA
Z7A77AL0CuDKBTRBLEZLDTH->TH,
Mo D KIRDEETHEELAEL IR RTEZIENTEE
ERR

26 (degree)
A ABAEICERELFTXBROBEREEUICEHE L
TLZE 0,

X-ray 7Y FHR

BIRT 2 & I XIRICH T 2EEBICAY £,
Fay 787> UMD oRHEXERRESD 5 UL Custom
ERVFERABEL TLES N,

Electron 7V #R& >

BIRT 2 &, BHIIEFRICTST 2EELAICAY £
T, BFROMREEZIEET 5 L BMWAEE L7
EREZETELET,

Energy (eV)

A T 2L F —(BEAL eV)ICHREL £F, EDX T 4
T X EBW XREINEROBEICHEY L ¥ 9,EDX
DELY H L f(Take off angle) & #EIICEREL T2 &
U,

d-spacing (A)
188 % d-spacing(HEER)ICEREL £9,

Appearance & Single/Multi Profile

Horizontal Axis Appearance & Single/Multi Profile

[ Scale Line Single/Multi Profile

(J Error bar (O Single Profile
calor © Multi Profiles

Back Color |— Increasing intensity by a profi
Scale Line | 16384 * | counts

scale Text JJj @ Change automaticaly color

Vertical Axis
() Raw Counts O Linearity

© Count per Step (CPS) (O Logarithm

Scale Line
Bb W AERRTEHIEERLET,

Color
ERTIEEZHRELET,

Single/Multi Profile

A7 FANT — R 2B —/ERERRT DD T RE
LET, Fzv ATV TWBIEIABREDE—FIC
mYEd,

Single Profile

BE—7O0774LVE-FTY, 7O774L%5H
HRAATEEE, HBWVWIEIY vy TR—-FRAT
IPAnalyzer A DR fEENTCEREE HWIO 774
VIFHIBRE N LW B 7 7 A pBES N E T,

Multi Profiles
BE7O774LE—FTY, LW OT7 74
MEBERTHRMAENET,

Increasing intensity by a profile

BRT—x%2BEh5LE T sHOBREDES
HELEFd, NIRRT EDRZIZHERT 5720
T, EBROT—XFEBLTULEE A,

Change automatically colors
INDBFzyvr7EINTWBE TAT77AILDOFH
BEZTBEBNICEELEY,

Vertical axis

Mt GERE)AEH T P LTERRTBh . cps & LT
RRTDIMEBELET, £/, tEERENICRRT S
M WHMICKRRT 2N EI/ELET,

2.4. Profile ¥ =v 27U X+

Profile
[V DX513_001.stl

[ Profile Parameter

HARATWDETAT7 74 L ERR/RIRL £, Single
Profile E— KD & EIFEMICHR>TWLET,

Multi Profile E— FD & 2 EFHmARATWSE 707 74
LD EREREINE T, Fov 73N TWEHDEITAHRR
DEIFr—Ry 7 RHEBEINET,



FUELWTOT7 7AMILDEREIRR Y 7 XA TED Profile
Parameter F v 7Ry VX% Fxzv 7 LTHEL XTI (%
il-r;_)o

2.5 Crystal ¥ =v 27U X b

—Crystals

I Flexible Crystal
I Au
I Pt
I~ NaCl (B1 type)

| v

& NaCl {

™ MgO {penclase)
~[I” AI203 (cor)
I Ar

_[ Re =]
[~ Crystal Parameter (C)
ROV M ERR/EELET, VX MZFzvId 23
EEHTE— 7 DEEBICEHFBENARTINES,

FUVFELLVEROREER Y 7 A TFTHD Crystal
Parameter F v /iRy VR %A F v 7 LTHRELET (.
),

3. ProfHe parameter

71 Profile Parameter - O X

1 Delete al
1 FRRE

Profile processing  Axis setting Profile Operator

@ 1. 29 offeset (for angle-dispersive diffractmetry)

A(28)= 000000 + 0.00000 tan(§)+ 0,00000 tan’2(8)

Calibration using an internal standard | Reset

@ 2. Mask and Interpolation
8 Set Masking range Delete all

Polynomial order
Paint No. (eath sides)

@ 3. smoothing

Savitzky-Golay point No oces B |
@ 4. Bandpass filter

O cut high-freq, over (10000 & = 0.0100°

(O Cut low-freq, under 0.03 =28.2600 °

@ 5. Remove Kaz2 (if Kal is used as X-ray source)

@ 6. Background

0 show background profile
© &-spline curve | AUto Detect | point No,
ORefference 2.0_1.csv « [10000 =

Basic prope -
= piy o ® 7. Normarize intensity
Line Color [l Line widtn[1.0 2] pt
Profile Name O Average (O Maximum  intensity between
21 1csv ‘oo E“ ‘usoo Eﬂ © ||,ooo.ooo E“
comment (horizontal unit)

a

v Apply for all profiles (without background setting)

Main window T [Profile parameter]| 743> %7 U v ¥
% & DL D% sub window AL H EWY £9, D window
T, 7774 LMD VREEZTVWET,

3.1.Profile 7z v 7 U Xk

Tl Delete all
] EXREZY

Basic property

Line Color . Line W\'dih pt

Profile Name

21 1.csv

Comment
-
v

INIEAAVEED Profle Fxv 7 U XK ER—DIEH

ERRLET,

ETFEEIAR&Z >
TO77ALDIEE LB LT,

Delete RE v
BIRLAZ7O7 7ML %BIBRLES,

Delete All K% >
2T T7 AL EHKRLET,

Line color
Uy 0T BEYRMTCRERIRLTWE 7077410
BEBEZEETEET,

Line width
TOT77ALDBRDORKIERELET,

Profile name
A7 7AILOEIREHRELET,

Comment
BHIX> METT,

3.2. Profile processing

Profile processing  Axis setting Profile Operator

[C) 1. 28 offeset (for angle-dispersive diffractmetry)
[[J 2. Mask and Interpolation

[ 3. Smoothing

] 4. Bandpass filter

[ 5. Remove Ke (if Kal is used as X-ray source)
[ 6. Background

[ 7. Normarize intensity

BIRLAZ70 7740 L TR A RILE% B d ke

RBHFLES,
1.20 offset

@ 1. 28 offeset (for angle-dispersive diffractmetry)

A(28)= 0.00000 + 0.00000 tan(8)+ 0.00000 tan*2(8)

Calibration using an internal standard =~ Reset
AESBEOT —RIIHL T AEOHEELBIHWVE
T, WIERIL tan(0)ICET 2 ZREH T, NIIEER
BERFEELPBEMORNEEATHWE 7O 7 7 4L D

&1&. [Calibration using an internal standard ] K& > %
FLEZOB XAy E—ICH> TUEBA T 5 & ZREHD
REEcEP TRETEET,

2. Mask and Interpolation

@ 2. Mask and Interpolation

@ Set Masking range Delete all

Polynomial order
Point Mo, (eath sides)

BEL-BAESE (HWITHLF—HE) 2<vR 7
L.vR7 LA DBEAR W07 74 L%
%@T’Z L/ i—a_o



3. Smoothing

@ 3. Smocthing

Order|(3

=1l

BIRLTWA 7O 7 7 A LICEBLEZRBLES FEBT
L3 X LlF Savizky-Glay & W5 iR T 2 OEERWL
TEH¢& FBLTWAD x fIEN S £ Point Number 2 ®
T—&IZx LT Order REBIKICL DTN 2 FTET7 1 v
T4 VT ERTV, RKESTZBHFZHD T xMIBEDRE
BELTHEBIBEWVWDHETT,Order=1 0 & =Bl
BEHICHY ES,

Savitzky-Golay Point No.3 |5

4.Bandpass filter

@ 4. Bandpass filter

(] Cut high-freq. over |100.00 =0.0100°

[ Cut low-freq. under 0.03

BELARRLYKEV . HDWIENSVERZES Y
FLET,

= 29.2600 °

5. Remove Ka 2

@ 5. Remove Ko (if Kal is used as X-ray source)

BIRLZTO 77400 Kal & Ka2 08 L TLA
WXIRTH Y D Kal ZIBE L THEAAATWLDIHE,
INEFzvIdBEEKa2BROEIERENBREINE
ER

6. Background

@ 6. Background

() show background profile
Auto Detect | point Mo, |15 =

© B-Spline curve

() Refference 2.0 l.csv x [1.0000 =

Ny 0777y FBREZITWET,
B-spline curve

Auto detect ##R3 &. BEIMNICNY T T %
SHELOBELET. BRTWLDETONY I T
v FHE S %= BEKRRT 5 H % Point NO. TRREL £9,
FE TN I TV FOFIHAEEETHILET
TET, XA VERICEAINIZAWGESRZYTRT
FZv 7 L TEELGHEZE> TR,

Reference
BIRLAZTOT7 740K LT, Blo7O7r74L
ENy 7T R LTRET A I EN/HEET,

7. Normalize intensity

@ 7. Normarize intensity

O Average (O Maximum  intensity between

=/ - 1800

{horizontal unif)

f87E L 7-HEEhEEE 0 Average % UM & Maximum £, $§
ELI-REILRDLIIC/ —YTARLET,

0.0 to |1,000.000

Apply for all profiles % >
1~7 £ 7T (6. Background % [<) OREEZETH IO
ZrANCHEABLET,

3.3. Axis setting

BIRLAZZTO7 7 A LOEOEN, ASROERE. AS
Profile processing Axis setting Profile Operator

Horizontal axis setting
Wave Property

Source Color
O X-ray © Monochrome
(O Electron  (O) Flat White
(O Neutron Custormn white
Wave length

Element 0: Custom

Energy 805081703 keV

Wavelength 1.54

O shift  |0.000

Vertical axis setting

Exposure Time 0 SEC,

Horizontal Axis
0 28 (angle)
(O d-spacing
() g (wavenumber)
Energy
Meutron TOF
Unit

6P 52 ree

= | horizontal unit

(for CPS mode)

BOTANF—DEREEZEBELET,

Profile processing Axis setting Profile Operator

() Average

() Profile and value

© Two profiles

20 1.csv
2.1 1.esv

0+0-0x0/

20 1.csv
2.1 1.esv

Output name of the profile
Result #01

Calculate

3.4. Profile operator

BRIO77ALOFEHRLTO T 7 A ILEOENEE
EITVWET, SFERRO 7O 7 7 A ILPITWE WVEEARETE
L 7%, [Calculate] R 2T L EERERIFTL WSO
ZrA4ELTEMENES,

4. Crystal Parameter

% O Il wacl B2e)

MgO fpericase)
1 [l A203 teor)

[

»

[
5%

o054 | 0

a8 | %0

B843 | s4T3 | 4ms | W
6653 | RASE) 6653 | 90

S remeiry o
0

Main window T [Crystal parameter] 74 3> %2 ) v 73



& ED LS % sub window DB EHAY £, T D window
ro, -7 2R RLE-WEROBEFEC, BifE—7 0k
RAEREERELET,

HIZFRINT B HM(only selected crystal) & &I/ L £ 7,

42.Crystal Fzv 27 URXR L

4.1. Diffraction peak option

Diffraction Peak Option

@ show peaks over profiles
B Calculate intensity ratio

[ Scalable intensity

Show peaks

under profile 5 [ pixel
Hide peaks 0= z
0 |rel%

O below

@ Combine adjacent peaks:
© Angle Threshold 0.010 [~
() Energy threshold 5.0 =&V

@ show peak indices
O all checked crystals
O only selected crystal

AR OFRICET HREETVWET,

Show peaks over profile
TA77ALT —RICERTCEFRERTT 20 E S
MERLET,

Calculate Intensity Ratio

BET -2 oEIBEDW)EHET 20 EI 1%
ERLET RFUENADSINTOEWE T o v 7IKEE
IChhbhodEEINEE A,

Scalable Intensity
BEZEZTIC BFREHER T TEDD
EdNEBRLET,

Show peaks under profile
TAZ7ANLNTERICERE -7 2RRT DN EIDE
BELET,

Peak height
TA7 FALNTEICEKRRTEE-— I DEI (£ EILHE
LL) a E [/ i 3—0

Combine adjacent peaks
BRIMNICIIESEMTH, 20NELWE—20 HDHLIE

2LAILICHRZIE—VDBEZFLHTRRTDENED
DEBRL £, 72 AIFLARRTIE (333)£(115)EIF
FEMICHL D HOTELAL d-spacing ZRFD7-HE
AMEREG>TLEVET, 2OLIHIFA TDF v
IRy REFrvITHIETERERZTLEHTERRT
5T ENHEET,

Threshold
ENKHLWIREWE—7 R 5 FEDTERRT 30 % &R
L¥d, Bili+ /X ba—LTT,

Hide peak below
R ELURTESTEIZE—VZHETINE I 1%
BIRLET, BRI SHERTEELE T,

Show peak indices for ...
EITIROIERE. T RXTDF v 7 L’CL\ BEoL
THERT % H(All checked crystals), IR L TLWBHEZD

Crystal List

Au

Pt

NaCl (B1-type)
NaCl (B2-type)
MgO (periclase)
Al203 (cor.)

Ar

?
it g.
=)

ooogoood

Y10
P u®

il st)(/f/uﬁd) Profile ¥ = v 7 U X k & E—DIEHR
HERRLFT . Fzv I E3NTWEBERIEA A VERETEIFT
BhRREINET,

FFEEIRZ >
EROIBEZZETEET, (1-6 BB 1L EOS D=8
FHEINTWTEETETEHA, )

Add K& >~
BEOBEE(EBR)THE L-ERZ U X MIHFHRISEN
Lf9d,

Replace 1~ % >
EOHEEER)THRE LRz REERINTVLS
BREANBEZET,

Delete K & ~
BIERRSINTWBIHEREZ )X Mo EIBRLET,

Delete All K& >
LTOREREE )X M OEIKRLET,

Crystal Information

Name [ symmetry info. § cattring factor|
Formula z 0
Basic Info.  Atom Info. Ref. EOS

Cell constants Symmetry

ap Aeao ®  Crystal System Unimown ~
bo A B Point Group

() Show error Search

Cell Volume 00000 &* (ol Mass 00000 x107g

Melar Volume MaN
Density 0.0000 gfem®  Profile color |—

4.3. Crystal Information

BROMMWERIFTRENET., BIREH.

cm®/mal  Malar Mass NaM g/mol



4.4. Crystal Database

2 AU EDiEREEICD

The datab:
12003) The.

WTDRBEE LA R — M

e when publiing the das Dewms, . snd Fanwaiace, 4. | I
logist 58, 247

MCSD", Please be sure ta cite the follow
ist Crystal Structure Database. American

L O Name
Name Density  Formula b a B Crystal System | | [ Element
- - || Cirefference
Behounelite orthorhombic | ) Crystal System
Maasi cubic ) cell Raram
hexagonal | () d-spacing
hexagonal | () pensity
tetraganal
tetragonal
orthorhombic
Naigz02 hexaganal
Montroyite ortharhombic
Sinote | 28437 orthorhombic

Aurostibite

cubic

BEERHELEST., 20T — &R — X (L" American
Mineralogist Crystal Structure Database” (CE D D TY,
0 & T 2 & £ B ¢ 5 B .
http://rruff.geo.arizona.edu/AMS/amcsd.php % &£ < 5t A T.
RO HTEIALTIIZE 0,

Downs, R.T. and Hall-Wallace, M. (2003) The American
Mineralogist ~ Crystal ~ Structure  Database.
Mineralogist 88, 247-250.

American

Table
T—ZR=ZEENTWVWEARENITRREINET RER
FHEEADNINTLEBEEIE FEDEHICE>T-ERD
ADNRRINET,
Table FOEED %IZIEIEI
Crystal information” (2% @‘Fn 1)
Crystal list” (3B A0 L 7= W 35
TRy LTI,

BR$ % & . Main window ®”
DEBIEEINET, "
&1L, "Add"H B L L "Replace”

Search options
BRREHFEEZAALET. AFLFEIE Search"' K& >~ %
ZWEIT R —F 2L TILEL,

Name
S DB
EROZMAEADLET,
Element
Periodic Table n
H must include He
may or not include
Li | Be must exclude B c|N[ofF|nNe
Na | Mg Al Si P S a Ar
K Ca Sc Ti Cr| Mn| Fe | Co || Ni Cu| ZIn || Ga| Ge | As | Se Br Kr
Rb Sr Y Zr | Nb||Mo || Tc || Ru || Rh || Pd | Ag || Cd In Sn Sb | Te I Xe

Cs||Ba| La |Hf || Ta || W | Re ||Os| Ir Pt | Au || Hg | Tl | Pb || Bi || Po | At| Rn
Fr || Ra || Ac || Rf || Db || Sg || Bh || Hs || Mt || Ds || Rg
La: lanthanide | La || Ce || Pr || Nd || Pm || Sm || Eu || Gd || Tb || Dy || Ho || Er || Tm || Yb | Lu

Ac: actinide Ac || Th || Pa U | Np||Pu | Am | Cm | Bk | Cf || Es | Fm || Md | No | Lr

Periodic Table R & > =g & BV 14 v FoHiLb
EPVET, T TTHRENROTRZERL X9, BT
FORZVIIHRT L ITREIDYEDLY £,

Y 4 > F 7k # ®"may or not include’, “must
include”, "must exclude" R R > %13 &, £THRDIRAE
EYINBEZ DI N HEETT,

Reference

WX, M, BEELREADLES,

Crystal system
ERREANDLES,

Cell Param
BFEREHRTHREZANLET,
d-spacing
BEOBWERMED d-spacing LAY DREE A

HhLES,

Density

RELHFBRTDBREEZANDLES,

5. Equation of state

# Equation of States

Temperature 300 K

@ 4u(Geold) @ Pt (Platinum) @ NaCl(B1) @ NaCl(B2) [ MgO (Periclase)

Gold
| a0 407825 A5 407825 A
Jamieson (62) [Raad GPa
Anderson (89) GPa
sim (02) XS] GPa
Tsuchiya (03) GPa
Vokoo (09) [N GPa
Fratanduona 21) GPa
Platinum
20390231 Aa38231 A
Jamieson (32) [Ruad GPa
Holmes (59) [0 GPa
Matsui (09) [N GPa

Vokoo (09) [SHEeW] GPa
Fratanduona 21)  [sReTVIe] GPa

To 300 K

@ AI203 (Corundum) EAr @ Re
Nacl B2 Ar
ao0|0 A a5 293 A a00 A 3 4.0786 A
sota (02) (Pt) (KRR P> Ros: ol 36) [N GPe
ssta (02) Mo) (DU 5P>  Jephcost(oe) [N GPa
Ueda+(08) [ 5P° e

Sakai«(11)BM (SNl GPa
Sakai+(11) Vinet [CXeHs] GPa

Periclase
a0 42112 A 542112 A

sockson (93] (R °°*
Dewsele (00) GPa
pizawa (05) [ECCIN P>
Tange (09) vinct [ 5=
Tange (08) BM GPa

Corundum

VO 29.42795 Ar3 y 20.42795 A3

Zhaetal (04)  [eNelels] GPa

Anz(£2) 0.000 GPa
Sakai, (22) 0.000 GPa
Dub. (#8) 0.000 GPa
Mo

vo 31.14 A3 y 3114 A3

Huang+(16)MGD [iRuag GPa
Zhao+(00) 0.000 GPa

x

1S

Nacl B1 0 255.8941 A*3 y 255.804 An3
20 5.639 A 5 5.639 Al —tBE) u &
Brown (99) [N GPa

Matsui (12) [N GPa

Mainwindow T, [Equationofstate] 743> %7 Y v o9
&, Fo&SBEALE EAY FT, INIFEEREOR
RARANOENEFHET Z7-00Y —LTY, BEELID
Frv IRy AN EANZROI-VWYEEZREIRYT 5 &, BEAE
TEICZDFERENERRINE T,

BEEHEZANL THHEETH
MLz E EHENEIC

XA > EE TR % B
FERBRICRRENET,

i, FormFitting - x
(W rreble crystal Effectivedigit 5| SaveasCSV | Copy toClipboard
Ol HKL  CalcX  Func X XEr  FWHM  Intensity  Weight R
o O T O
DMl NeCl B1-type) 104 |35085 |SymPV |35.086 0 0 0 0
DB NeCl B2-type) O[110  [37706  |symPV |37.706)0 0.1 0 0 0
Il 150 (perclase) Oloos |#1601  |symPv |416010 0.1 0 0 0
1| a203cor) 0O/113 |82 [sympv |827)0 01 0 0 0
. . Ex Ol202  |46091 SymPV 460910 01 0 0 0
9 [z Ojo24 5245 SymPV 5245 |0 0.1 0 0 [
‘:' . il O11s 57.388 SymPV |57.388 |0 0.1 0 0 0
( '. L= Ol211 50.622 SymPV |39.622 |0 0.1 0 0 0
BlEaehis) Of122  [61000 |symPv [61.000 |0 ol 0 0 0
U B ¢ wizmond-cu) Ofo1s  [61183  |symPv [61.183)0 ol 0 0 0
| O ¢ (diamond-hex) =

Fitting optien Remove peaks Optimized cell constants

Search Range  =|0.100 2 lunit | Apply toall New profile name a 0.000000 + NA A
(] Initial FWHM < uni 21 Lesv_new & 0000000 = NA A
e — ¢ 0000000  : NA A
Peak function Remove fitted peaks
O Simple Search Apply toall  0.00000 + NA

= 0.00000 NA
© Symmetric Pseudo Voigt (O Split Pseudo Voigt £
© Symmetric P Vil O Split P Vi send s S e
Spra e Sh Send d-values ¥ 0.000000 NA &

to CellFinder

[[] Pattern Decomposition
& AtomicPositionFinder

6. Fitting diffraction peaks

IOV —o a7 s AL EBYRBER T v T
4L, 205 dEED LD, B/ 2 BETHRFERE R
HBHEWD—EBOIEFEUT)ZITVWET,

1. WREADIEREUIMPLBERLTE L,

2. EFEEYTVRTR Sy LTE—ZICHBDINER

5L ICHRELTH <,

3. TAYTAVITETWLEWERBROEREF v

R MRy 7R BEIRT B,
4. Eﬁ@%&%ﬁ$#?hﬁ%ﬁ2%iﬁ%§ﬂ%r
BEE T ICRESEFERNRRIND,
5. Change/‘J'\é?7%?5?‘&*%?&%5(75“7"!37°3L\2M7$®%§
RRENnB,




5.1. Fitting Option

=070 77 ANE T4y T AT T EEOMH VK
ENHEET,

Search range / Initial FWHM

[Searchrangel| &7 4 v 74 7§ 28HEAZELE
Yo ThDLLEE LDOEHRGED H £ Search Range 7>
TT7AYTAVITDORRELET,

[Initial FWHM] &, 7R 7 7 1 LB O FEAHEIR %
BELET,

Peak function

Simple Search
WREDFE L ORIFTIROALE A > + Search range D
BETHoLLBEDRNWEIAEE—IUBL LT
L ET,
Symmetric Pseudo Voigt
EENMOBUT =7 FBETT74 v T4 0%
TWET,
Symmetric Pearson VII
EAXNHOETY Y (VINBET7 4 v T 14T %1T
WEJ,

Split Pseudo Voigt
ERFEMNTROBUT +—2 bEHBTT 4 v T4
EITVWET,

Split Pearson VII
ERIERHROLTY YVINEBERT7 vy T4 0%
TWET,

Pattern Decomposition
BRI N7 2 AL L DEIHTHR D Search Range ICE 7% Y
BLWDHDIELEE I RBREITONE I D EERLET,
lin each crystal] Z#iRT 2 LR T LITHZICE—7
DEEITWE T, [between crystal| Z3IRT 2 & T T
DRERICH L TCE— I RETVET,



