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Microsoft Windows (& Windows &) FH MPF multi.command 3Kz > b —ik
(Maximum-Entropy Method: MEM) (250 £EHi X —> 7 4 v 7 4 ~ 2 (MEM-based Pattern
Fitting: MPF) [1,2] i281F 2
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2. FEHEARKED X FHHEIK T F O Fapit

DF=DIZHWS bash 227U F +THb, RIETAN-FP [3] IC& 3V — b~UL MM & & — >
74T 4 YT RAHRCEE Lze MEM I @EMEi/RRGH 7 4 7' U — 7k LIS MR Z & He
% Dysnomia [4] {5,

RIETAN-FP ® AJ1 7 7 A )b x.ins T 200y & (FENT) B THEITEROZNCEZHRZDITD
BALD, 20 HREL R DI ONTRI AL OER D AEEF IR 5 L FRFIC, BABIEHEL (Thermal
Diffuse Scattering: TDS) DFREE D THITHE T DT, 2010 FEHN LR RICHELZLG 25 [5),
TDS OB IMERED EFAICONTHEHEZFICKR S, Ledio Ty 20ma DEEIZAE S T —
£ D MPF fEHTIC L o TREARAIR LTt 2125,

2 ty k7w

¥z VA2 Y 7+ MPF__multi.command, ZDEITITHEL 75 > =)L bash.exe 1& C:¥Program
Files¥RIETAN VENUS¥Commands 7 # VX —IZENPNTW S, bash.exe & 64 ¥y MHARAA
UNIX 7125 24 busybox64.exe? 2% L7z d DI 6720, grep, sed, awk 72 ¥ 0 F5 UNIX
a<wY RFINELTWVWS, MPF multi.command & RIETAN-FP 51782 MPF i@t 7 + L X —
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(k.ins, *.int, *.fos, *.prf 2 E BB LNIEG) ICab—3hd,

A A P—=LDERXKIZ. OS ® PC BEEIZX > Tid MPF multi.command %% bash.exe (& H
I HNTOVRWAIREMNED D 5, £ 2T, MPF_multi.command #4527V v 27 LT [FaxX7 1]
BES, 2 TicBwTtro s 7 s lBEMf TN TwE2E#ANS, [7° vy’ 5
2] 2" BusyBox multi-call binary 127> TWRWEAIE, [£¥E] 221 v 27 LT C:¥Program
Files¥ RIETAN VENUS¥Commands¥bash.exe {ZBEfF I3 TH <

B bashexe ZXTNT Vw7 L, BOELODT7A4ar%27 )y 7 LTTaT 4 ZENI
Y4y RvDTuNT 4 (74 HENY 77—V 4 Y FUOHA X, HREO, LFORY)
ZHAIZIGCTRETE %,

X2 MPF_multi.command # =5 4 X CH &, HERS

### Specify whether output data are displayed (Display_out=1) or not (Display_out=0) .....

WIS ITICHEL 2 fTRIBIES %, Bash 227V FMHTIE ‘rem’ MEIZaX v A REN5, 728
Z1X MEM @t o H % bash.exe DBRICERI B LI5E.

#Display_out=0
Display_out=1

¢35, Display_out=0 &5 % &, HEH 1% null 7 N4 RITET R0, FHEICET 2 ERFHD
EZ N TR

MPF_multi.command (& RIETAN-FP Z47HR¢#C MPF f##7H 7 + L X — (x.ins, =.int, *.fos, *.prf
REDEPNIZGH) IZav—3nd,
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Windows ] MPF_multi.command Z{#H3 255, *.ins % *.int 72 DI 2+ 7 7 4 1%
WRZHEFRAR—AVPZENTOTRRLRN, SRV EREBIHFORRK L2,

RIETAN-FPIZ &%V — b~V MERRREHTAREZ—2 - 7 4 v T 4 Y 7T, HEFEOIX Y b
ZEVLANT 7 40 xins & EUC-JP A TREF LR TR 5720, RIETAN-FP 25IEHICAH
NTEZAARETF AT —RIE, EUC-JP a—F Q1A NF) FIEPLTH S,

Y — b UL MEHTDINR U 72T NUPDT = 1 & LT, REL LRI X =2 —Z2HEHL THL,
Z LT, «ins ITBWTNMEM = 1 (55 1 HITNT3 2 MEM BT ATI 7 7 4 )L «.fos Z 1) LRE
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EANT B0 a, b, c HEDEY R DEEEA 2121&, «Ist & VESTAY [6] THiAAA, Utilities
A =2 —®DTF®DModel Electron Densities... &N, Resolution (< 0.1A) Z AN L TETE
FE A4 % TRE L 721%. Text Window B /7D Dimensions DA D =2DHUE%E RAUL I\, *.ins D
REDIED o725, RIETAN-FP %548 T, *.fos ZIEKLT %,

RDT=DIZ kst ZF v 7 L, IEHEICY — bV MEDBICEL7-Z L 2R L TEBL, LT

Reliability factors, goodness-of-fit indicator, and Durbin-Watson statistic

EWIHITOTIC—HEHD RRFHAHENEINTWE Z e 2HERT 5, 260 R AR I Twi
Wg ., MPF multi.command TR
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No convergence was attained in the Rietveld analysis; .....

YWVIH Ryt —IpH XA, MPF multi.command 25873 %,

4 x.ins DIRE

RIETAN-FP FHHA17 7 4L x.ins I, Z2DEEA 7 5 v 7 DF&E. NMODE = 2, NC = 0
(2 AFR). NUPDT = 1 DA HFERD 0 HEREZMAI L7207, 2 2

PR THFELRITNE RSV, 22T ‘... .. TIRERERLTWS, = Oflo R R—21F 7L
THELZ RV, MPF_multi.command FE{THIZ, ZHHDITHD V% < WC@ES X, 2B
RE=2T 4 v T4 Y THORE. Thbb

NMODE = 2: .....
NC = 0: .....
NUPDT = 1: .....

CEBEINT xins B—HFF 7 74V * convins € LTHU 7 4+ VX —IZRFESIND, L 2K
Fapatite.ins O¥&E1E. Fapatite conv.ins ¥\ 95 7 7 A WDEKRT 5, ZOEICIE,. Eid=>4}
@ NMODE, NC, NUPDT DFREITR

NMODE = 0O

WS X SICHR (O432FF) $]E T NMODE, NC, NUPDT ##%E L TWA4Tid, * conv.ins FHiZ =3
¥ —Xhizn,

MG T X =2 — (R, DREE, HTFEMSTIX—2—) e Zh 5D ID (refinement
identifier) 1XHMEY — b~ UL MEHTD L EDF FTTHDOR LV, HIE T X —&—1F X REHFF—X
®D MPF AR Y. X SO BOMIIEE f/ v f/ 25ET20bN 2 DI L, HiEi T X —
=D ID FXI—DF7—Re LTHEIEHRINS, —/. ID() = 2 OE T X=X =R L
TEH 2 T ERGIREME MPF TiE b I3 A ERO T, /THIC 4 2 THERITICT 3
RBEND D, bHbAA. MIBEBRTRA=R=LHNDNRFTXA—Z— (7222707 7L T X—
£ —) 1T B ERFIIEFERITIC LTI RS20, o bfHZDIZ, YV — b~UL MF
#r (NMODE = 0) DK TG (T X — & —12h§ 2 B HINEREEGisar T X 512, 250 T
e 21X
If NMODE = O then

A(C2,B)=A(C1,B);A(C3,B)=A(C1,B);A(C4,B)=A(C1,B);A(C5,B)=A(C1,B);A(C6,B)=A(C1,B)

A(C7,B)=A(C1,B);A(C8,B)=A(C1,B);A(C9,B)=A(C1,B);A(C10,B)=A(C1,B)

A(N2,B)=A(N1,B);A(N3,B)=A(N1,B);A(N4,B)=A(N1,B);A(N5,B)=A(N1,B);A(N6,B)=A(N1,B)

A(H2,B)=A(H1,B) ;A(H3,B)=A(H1,B) ;A(H4,B)=A(H1,B);A(H5,B)=A(H1,B) ;A(H6,B)=A(H1,B)

A(H7,B)=A(H1,B);A(H8,B)=A(H1,B);A(H9,B)=A(H1,B);A(H10,B)=A(H1,B)

A(H11,B)=A(H1,B) ;A(H12,B)=A(H1,B);A(H13,B)=A(H1,B) ;A(H14,B)=A(H1,B)

A(H15,B)=A(H1,B);A(H16,B)=A(H1,B)



end if

EWVWS EHIZIf Try Z2HIAN, U — bV Mg (NMODE = 0) D2 ZWIZRD AN 58T
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*_conv.ins 1ZM]EID REMEDY A4 Z LDFE, *.int % *.fos 72 & & & HIT cyclel 7 VX —HIZ
x.ins L WO HATTar -3 (6.2 ),

5 x.prf DiREE

MPF _multi.command %5173 %121X. Dysnomia FIATI 7 7 4 )L *.prf BRAERAIRE 25,
w.prf DFEFATIE, 5ODAHN 7 7 A VOHFIZIEET 5, 72 & 21X sample.fos &5 X 51, ift
WNRZIKEDT 7 AN E AT D, TNHITRTIE +.prf LRI—D7 3 VEX—ITEL, Y%7 4V
R —1Z x.pri PWEEAFEL TR SR W0,

MEM O 713V XA, THOE

# Optimization algorithm.

# 0. Oth order single-pixel approximation (ZSPA).
# 1. The Limited-memory BFGS algorithm (L-BFGS).
# 2. The Cambridge algorithm (obsolete).

Tld, ERDHEEI G55 L-BFGS ZEICHEET 2NEXTH b, ZSPA FfEHTY bor—
DIRRDIRZ KD 5T,

«.prf HO “Will you save a feedback data file?” DRIWVZX L T,
1: Yes (output structure factors including those for grouped reflections and ...

EHTBIRTIUERE SRV, DRVE, 200, EFIMEBET 27206770 7 7 £ LO—RHK
% L7 Kt oEERER T REZ =T 4 v T 4 7 (wpt) A7 740 xfba iICH1EH
3. wp.l BT S R AFKECE LT 5,

«.pri FOIEKR, E (SCIO) OfEZ ATV & Z A

# The coefficient, SCIO, to adjust estimated standard deviatioms.
# (dummy for MEM data set text file, \textasteriskcentered.mem)
_SCI0_

Y LTHEL, “ SCI0 A5 #E=..... TCHE L BREICEREEHRZ S b,
RIZ, BANE Y ZTH LW,

#E=20000 22000 24000 26000

YWVS k51 E O (EOEE) R AR—ZAZIFIATANT S, 72720, ‘# Ofiz =" Oz
FAR=ZA%Z ANTIER 572, MPF_multi.command SEfTHIZ *.prf HD ¢ SCI0 * 7 ‘#E=..... ’
THE LBEEICEREEIRZ 515, ZOHAE. E = 20000, 22000, 24000, 26000 (X3 3
REMEDY %4 Z AW BERFTEIN S, E OfEF «Ist 11X 3 E(SCI0) (~ 1/A20; A20: Z
D7 VHEANDRT v TIR) ZBEIZLTHRD S, HNCHEHTR—ETHRLITH K, wptf ZBWT
w.p.f. IZHBWT Ry, WML 6. HiEIOH A 7V TIH L 7z & /K72 LT REMEDY ¥4 71 %47



HHIh, RO E i,
#WE D w.p.f. TIEHT 25513,

L. Wbw 2z MEM/ Y — kUL bk
2. wpliT&b7 4 v FDFA LD

CREMEDL SRV, wpf OBINCED MEM/ Y — b UL MMEFT OERIZED R AT Om LY
WO TETHERRTE 2 DI, EREDYH 3,

—RMIEm E LT, E e ¥ 31 MEM O A Z VM2, RIKT (MEM f##r. w.p.f)
BRI 20, I—Z b - A X—UBHAR TR 5,

# Will you save a feedback data file?

# 0: Yes (output only individual structure factors).

# 1: Yes (output structure factors including those for grouped reflections
# and estimated for unobserved reflections).

# 2: No.

CWHITOTTIREE 1L AN L, 787 7 A LD—EDBRIE LTz 200y 3T L DGR T 2 HEEHE
BEHRFEHNEES, TBRVE, 0. HFICBIF3BHIARX — 1T 33EHAE -0 D7 4 v
FOSKIEICELLTLE S,

6 BE# MPF ##hOFHRE

6.1 MPF_multi.command DXE1T

«.ins HC NMEM = 1 IZEREL TV — MRV MEHZFEITT S, ALY 7 40X =T «.fos,
x.prf, MPF_multi.command 2K S %, *.prf Z#H&%E L T2 5 MPF__multi.command % X 7 L2
Vw2755, X—IFLOENEN, HE) MPF B E %, HTHIE Mac Z il Eicfd -
THAELIAIR,

6.2 MPF_multi i & 3 EE MPF f@iF D Fi S

MPF multi.command Z&X 727V v 733 ¥, bash.exe DEDEN. HE) MPF #2345 % %,
T E PC 2Rl H o TdE LT AW, MPF_ multi.command OFEfT2EFTEIEXH
Z12F, BRI N—FED bashexe D7 A AV 2527V v 7L, (V4 Y RUZEAL 2] 20 AL
5] AN X0,

MPF_multi iZ & % HE) MPF f@fio 7 e —F v — + 2B 1 IR 9, «prf PCTHHELL E (B
b)) &ffiof MPF HTICBI 2 A7 7 A VR B O%AICZOE BE) 2017 4RI
7 ANV &Z—E* (722 21X E1000, E1500, E2000 72 ¥) ADY 7 7 + LK — cyclel, cycle2, ... IZIN®
b5, Zheh, % REMEDY %4 2V TOAMN 7 7 4 r—K2&EATWS, REMEDY %4
7 NVHEITHNZ, EX/Exrin 12V — UL Mg, MEM @, w.pf TR RETFR 74 v O
REZ2Rd46E S REDPEERM L & b ITERGHR S N5, Cimetidine DR X $REHT 77— 2 D
MPF f##ft (L-BFGS 742V X L) BT 3 *rin OFEFHNIROBED TH %,



#E=200 300 400 500

* prf (BEHZ) DS E;
(i=1,2,)%AN

-t * prf (Béf2) £ E—

EDEELE i=i+1]

No

Rwp DMETF

Dysnomiay
ME M &4

Yes

RIETAN-FPy REMEDY

*.ins (Rietveld) T | £EHRNEZ—> YAV
NMODE = 2 |28 TAYTAVY

1 MPF_ multi ZHwW7=B8E) MPF f#tr o Fhi =

Rietveld analysis
Rwp = 6.805 Rp
RB = 3.539 RF

4.986 RR = 9.888 Re = 2.294 S = 2.9664
3.302 RF72 = 3.290 E(SCID) = 5710.63

MEM-based pattern fitting with E = 5711

MEM analysis No. 1
Elapsed time: 176.454 s
Number of cycles = 1431

CONSTR = 1.0001780E+00 RF = 0.007048
wCONSTR = 1.0001780E+00 wRF = 0.007963
w.p.f. No. 1

Elapsed time: 0.953 s
6.368 Rp = 4.638 RR = 9.155 Re = 2.304 S = 2.7632
1.410 RF 1.062 RF72 = 1.065 E(SCIO) = 5677.43

Rwp
RB

MEM analysis No. 2

Elapsed time: 172.593 s

Number of cycles = 1329

CONSTR = 9.9999023E-01  RF = 0.007428
wCONSTR = 9.9999023E-01 wRF = 0.006375

w.p.f. No. 2
Elapsed time: 1.078 s
Rwp = 6.394 Rp = 4.666 RR = 9.207 Re = 2.304 S = 2.7745
RB = 1.327 RF = 0.951 RF"2 = 0.953 E(SCI0) = 5686.05

MPF multi.command EfTHICERK T 2 Exrin 1Z. ZRAZFND E TD MPF KT %
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MPF _multi.command # 7RI *.log 2 =7 1+ X THE 3IUX, —HED MPF @t DGR % 5821
BETE3, % E T MPF BT ORMKEY A 27V Tld, i A ZUTHART Ry, ML TW3 2
CICHEER L, b5, MPF @R LDV A4 2 v TH 5, Lofil7Ze. 1HEED w.p.f.
(wp.f. No.1) TR L Z & 3bh %,

MPF it Ot EAER (R, BN —3id Cimetidine¥E5711¥cyclel 7 4 VX =R FEE L5,
Cimetidine.fos 23 MEM T L7z F(MEM) Z&d#x L7z w.p.f. HZ 7 4L, Cimetidine.pgrid 3%
FEEZLRLIANAF V=7 74V TH %, Cimetidine.pgrid 1 VESTA TAH L. FEsaEd &
®» 3D AL T & 5,

Cimetidine ® YV — kXL b « MPF f##7 © BEAREY 72 FNHIZ D W Tk, Win_exercise.pdf H D
[Cimetidine ® MPF f#tr) ZZRE X,

MPF @Mt IEFNICHEAT L & Z &, 4 0 MEM @230 L TWARWATREM A S 5, MEM
figt 71 275 K OFFHE ) «.out HIZ

The constraints have not been satisfied.

cHhaEnsd &572-756, fllixD MEM @HTIZBWT,

1. ’%’IO)&EL\%}E@?&%@F?‘—%%Fo?%foﬂf:ﬁ?EU*ﬁifl%%ﬁﬁﬁbfmé
2. Fuof) — UL MMENTCTERA L 72ME € 7 OVICRTED &

3. BARA TR O KB S LTV,

4. E OfELEY)2 8 3% LTV 5,

YWV AR N TAPETTVWBE AT XN,
E OBREEZY A 70, RAT. BESH» SREMCHR T2, &<, FEHEOLNILE
TR B - A MY —RRZIADPENET v 7T ENEETHS,

6.3 #isk MPF f&th

72 & Z MEM @t CRTIBENSNE SN LTH, Ry, DHEEIY A1 70 No. 2 DI, EfTH &
7250 —Jiv Ryp DHEINICEC712S Rp & Rp 3ZDEPT2D0ETH %, Ry, DE(MIIZ, &
DBRBETV— UL MNEFTOEE L BRI EZEZ TREELRWRD Ry, XA LW
T ZRERT 5, $hbb, MEM MAHTIC & D KiEERFAEMEIGED K —75, |EHT (X =2
74T 4 YTRIBNTT AT 7 A VEBUR EARBERFTHEIATVIRVWE, Ry, DIHENNCEL
CTLTLES>DTH %,

FA TN No2UBEDRARE =0T 4 v T 4 Y 7ITBVT

1. N RHEIADE D 71 7 7 4 JVERFIDE A

2. a7 740 Ay bA7 (PC) DEH

3. FETEZ T T 740 - T X—R—DBH

4. FEEAL R X — R —EH DL NUPDT = 1 — NUPDT

0

722 % U T REMEDY ¥4 Z L D#ifT. OWTIE Ryp OHEZM S coarse-to-fine 703V X L
% MPF 12 A § 2453k MPF Z @M 34U, Ryp D3O TS —71. Rg & Rp B2 DEDT
SAREMED D 2, 1 HIE 3 BMORKRL T — A, THDLE—=RXTOT 7 A )+ )37 X —&X— (primary



profile parameter) OFEE(LIZHYE T 5,

JER MPF 2% < OfEITICEM L. ZOEMEZFAEL 7o EFNZOWTIE TVESTA ZHIH L&
= RITAI AL & MRS ) E2DF 2 — b Y 7L RIETAN_VESTA_ cooperation.pdf H®
M52 © cimetidine OJL5E MPF i) 2SI 720,

7 ERLDEE

AV 7 027 —REMEHLEHMERECEE LBF QI UEEZBEDRV, FEFAEE A
7. wmh (=27, XFE) BROD oS, REBICHE L TWERZTUIERTH 2,

SE X
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