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2, AT, B bR EoME - EETIEHTE .

A VA N— VKB T T 7T ARSTET, uT®;51éf4y5—*yb%ﬁmtfﬁﬁym—

RLTAFETE L. 2EOESEHFZLECKFETOHE Z, ZODV-XED T DA T EmEE
NFHERTWD
1. DV-XalE: 711 75 IALK dvxa_v1_04.zip (2007/09/04, 17.9 MB)

EFE I LOTCOBPREFHE] OFAR—FWeb A hoF T om— K=
http://chem.sci.hyogo-u.ac.jp/hajimete/download.html
2. BB FRLER R > AT A eduDV eduDV.zip (2013/11/19, 12.5 MB)
TSUARTE R DZE LWEFIREERH) Web #-1 |k
http://www.chem.ous.ac.jp/~gsakane/fun/index.html#edudv
3. DV- XL R SR B R DV-Xa.zip (2013/10/17, 835 KB)
HRE - ROBREEHET ) Web ¥4 k
http://fujioizumi.verse.jp/visualization/\VENUS.html#assistance_environment
4, ZWotal by A7 A VESTA Ver. 3.1.7  VESTA.zip (2013/10/19, 10.8 MB)

[JP-Minerals] Web #-1 k VESTA-win64.zip (2013/10/19, 12.9 MB)
http://jp-minerals.org/vesta/jp/download.html
5. HFHITT 1 & Ver.8.32 hm832_signed.exe (2013/09/03, 2.58 MB)

(FHELBDOR— L= (A b—{2H)] Web ¥ K
http://hide.maruo.co.jp/software/hidemaru.html
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6. Open Babel Ver. 2.3.2 OpenBabel2.3.2a_Windows_Installer.exe (2012/11/09, 11.7 MB)
g7 7 A4 VEHS 2 —F ¢ U7 ¢ Open Babel] Web H b
http://openbabel.org/wiki/Get_Open_Babel

7. DV-XalE st R SR EREE FIHOF5| & HidemaruDV.pdf (2013/11/19, 17.3 MB)
(] LU BRRR R D BARIL A Web ¥k
http://www.chem.ous.ac.jp/~gsakane/HidemaruDV/HidemaruDV.pdf
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THEIROLNDD, MEANLEZLRWD, Lo, JJH-&sdBMEZ Lane s
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INZdHT=> T, DV-XaAdES eduDV OFIIAE Tlid7e<, TO LI R EZEHWT, T <IZFAH
12 VESTA THFHLER /) THLE A2 — KL b L TH Huizu.

® eduDV O~y R a7 MNEHE CANTREFES, Bk, RrMEEA), JRTAEe)
72 O HE, FARBICIRT D (BK, AUA MAR—K, RU—FKA L FATA ) OITF
MR D L, HEORADFEOZLEIIT DI W, £24IC > TdeduDV O~ R
2y R TCOANEXF—XvFIALT, ediDV 3T —¢tro720, ANEEEMEZT-7-9012,
O NEITRR DRI TLEIZERH S,

HEBGLUNDO— 2 —FTH, UTFTOL272ZEnHA9.
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RIETAN-FP-VENUS # A& KHEEEIICHIENTWDA, ZHE TIZ DV-XAEIZHEN 2 <, FFiE=
S FHLE A VESTA TERGTAfMb L CTA72 Y, B EEOEEIm A2 FERT > v v LORK/NNI L
STEALTAHIEYTHZ LICHKITIH D HDD, DV-XaiE<e eduDV OEAEIERICET D EHRAED
DML, BRTT 4 X ETHE D DV-XaEfHE EREOB AL ERE L T\ 5.

® X uFHN— (F—FR—FR) ZEEFELTWRWVIRED X 7 L v b PC (Windows 8.1) T, # v F /I3l
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EUFEIIA MLy FTH/NSELEVIERS -0 Lo,

ZZTAFEE, INOOREEAIYBRE, fok (HH) 2EBT 5720, BHEHS FILEERE T R
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FHTT 4 % (DV-XaEitF RS % )
DV-XalEi E R ED eduDV R % %7 U w7
00. Automatic [T —# BHEIA ] .. 28R, HELZWET, oF, A4 a2Es
DV-XalE AR EED VESTA R Z L 2 7 ) v 7

p w DR

Auto-eduDV FBE % 245 L 7= eduDV TlE, =— X DV-XaAdEIZ DWW THERFICT O &g H Bk & T,
DV-XaEDEAEIZOWTIE AL BT 20BN 2. 2—F o (FRY 77 v — & 1B DV-Xa
EIZRET %) ik, BB, Ny 77Ty R LItfel, WoTh, 2T, §fTH, MLLED
ICHETE D Ta=N—H LTV A ] OHEVAT ATHD., 2—FiF~v 2 8E (3 y v 73
FIL~DHZ s TEE) T Auto-eduDV BEBED A = 2 — N BJR T, 1, A4 ERIRTHOHRT, F—=R
— Rigfin s = 72 <, VESTA OHEFRIZADL Z ENTX S,

HH AN, Auto-eduDV BEEED A = 2 — TGRS TW R WET, T, A A VIFEHETE 2. 0
AL, ko eduDV (a~r R7ua 7 MEEAM B EXY, JR7%&5, Bk, 7R - o
e EOBUET — & =X —AR— R H AT 551 BRHATESL, CIFR Mol 7 7 A V7 8 OJFEFET
—ZNhIULX, DV-XalEF R SARRE O < 2Re & i > CTEIRIESI RN T 2.

BIfE, Auto-eduDV HEHED A = 2 —|ZBFR STV D ET /L O,

L. BT () AEUROA) 94 FiIH
3. DTELBFAAY (VU AV R 137 FH
4. HFERFAAY (AEUIR) 137 FJH

& oz 616 FEXH Th2.

© Genta Sakane 2013 3



] | L BB K 2 B A L A

2. BAZEEREE

HE RS THLERTE Y AT A eduDV

] [UEERL R LB v 2 — L g S/ — kXY 3 (HZ Dynabook SS 2010 DS86P/2,
CPU: Mobile Intel Pentium III 866 MHz, RAM: 256 MB, OS: Windows 2000 Service Pack 4) (Z Open
Watcom Fortran77 compiler (Version 1.9)[26]% A & h—/L L 7=BgE & /=,

3. B Te ST L T AN
AutoreduDV #REZ EEET I H2V, BIR LT a0l T L « 77 A VILLTOEY TH 5.

3-1. C:¥dvxa¥data¥*.txt (7 7 A /L4$% 479)

a2b2_C2H2.txt
a2b2_Hg212.txt
a2_Br2.txt
a2_Cl2.txt
a2_F2.txt
a2_H2.txt
a2_l2.txt
a2_N2.txt
a2_02.txt
ab2_CO2.txt
ab2_CS2.txt
ab2_HgCl2.txt
ab2_ KrF2.txt
ab2_XeF2.txt
abcd_HCNO.txt
abc_BrCN.txt
abc_CICN.txt
abc_FCN.txt
abc_HCN.txt
ab_CO.txt
ab_HBr.txt
ab_HCI.txt
ab_HF.txt
ab_Hl.txt
ab_NO.txt
atom_Ac.txt
atom_Ag.txt
atom_Al.txt
atom_Ar.txt
atom_As.txt
atom_At.txt
atom_Au.txt
atom_B.txt
atom_Ba.txt
atom_Be.txt
atom_Bi.txt

atom_Br.txt
atom_C.txt
atom_Ca.txt
atom_Cd.txt
atom_Ce.txt
atom_Cl.txt
atom_Co.txt
atom_Cr.txt
atom_Cs.txt
atom_Cu.txt
atom_Dy.txt
atom_Er.txt
atom_Eu.txt
atom_F.txt
atom_Fe.txt
atom_Fr.txt
atom_Ga.txt
atom_Gd.txt
atom_Ge.txt
atom_H.txt
atom_He.txt
atom_Hf.txt
atom_Hg.txt
atom_Ho.txt
atom_l.txt
atom_In.txt
atom_Ir.txt
atom_K.txt
atom_Kr.txt
atom_La.txt
atom_L.i.txt
atom_Lu.txt
atom_Mg.txt
atom_Mn.txt
atom_Mo.txt
atom_N.txt

atom_Na.txt
atom_Nb.txt
atom_Nd.txt
atom_Ne.txt
atom_Ni.txt
atom_Np.txt
atom_O.txt
atom_Os.txt
atom_P.txt
atom_Pa.txt
atom_Pb.txt
atom_Pd.txt
atom_Pm.txt
atom_Po.txt
atom_Pr.txt
atom_Pt.txt
atom_Pu.txt
atom_Ra.txt
atom_Rb.txt
atom_Re.txt
atom_Rh.txt
atom_Rn.txt
atom_Ru.txt
atom_S.txt
atom_Sb.txt
atom_Sc.txt
atom_Se.txt
atom_Si.txt
atom_Sm.txt
atom_Sn.txt
atom_Sr.txt
atom_Ta.txt
atom_Th.txt
atom_Tc.txt
atom_Te.txt
atom_Th.txt

atom_Ti.txt
atom_Tl.txt
atom_Tm.txt
atom_U.txt
atom_V.txt
atom_W.txt
atom_Xe.txt
atom_Y.txt
atom_Yb.txt
atom_Zn.txt
atom_Zr.txt
c2v12 _CI20.txt
c2v12 ClO2.txt
c2v12_GeCl2.txt
c2v12_GeF2.txt
c2v12_H20.txt
c2v12_H2S.txt
c2v12_NO2.txt
c2vl2_O3.txt
c2v12_OF2.txt
c2v12_SCI2.txt
c2v12_SeO2.txt
c2v12_SF2.txt
c2v12_SiF2.txt
c2v12 _SO2.txt
c3v1l3 AsBr3.txt
c3v13 AsCI3.txt
c3v13_AsF3.txt
c3v13_ AsH3.txt
c3v13_Asl3.txt
c3v13 BiBr3.txt
c3v13_BiClI3.txt
c3v13 GdI3.txt
c3v13 LuClI3.txt
c3v13 NCI3.txt
c3v1l3 NF3.txt
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c3v13_NH3.txt
c3v13_PBr3.txt
c3v13 PCI3.txt
c3v13_PF3.txt
c3v13_PH3.txt
c3v13_Pri3.txt
c3v13_SbCI3.txt
c3v13 SbH3.txt
d2h24_C2Cl4.txt
d2h24_C2F4.txt
d2h24_C2HA4.txt
d2h24_N204s.txt
d2h24 N20OA4v.txt
d3d26_C2F6.txt
d3d26_C2H6.txt
d3h13 BBr3.txt
d3h13_BCI3.txt
d3h13 BF3.txt
d3h13 BI3.txt
d4h14 AuCl4.txt
d4h14 PdCl4.txt
d4h14 PtCl4.txt
d6h66_C6Br6.txt
d6h66_C6CI6.txt
d6h66_C6F6.txt
d6h66_C6H6.txt
d6h66_C616.txt

ion_Acp3.txt
ion_Agpl.txt
ion_Agp2.txt
ion_Agp3.txt
ion_Alp3.txt
ion_Asma3.txt
ion_Asp3.txt
ion_Asp5.txt
ion_Atm1.txt
ion_Atpl.txt
ion_Atp3.txt
ion_Atp5.txt
ion_Atp7.txt
ion_Aupl.txt
ion_Aup2.txt
ion_Aup3.txt
ion_Bap?2.txt
ion_Bep2.txt
ion_Bip3.txt
ion_Bip5.txt
ion_Bp3.txt
ion_Brml.txt
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ion_Brpl.txt
ion_Brp3.txt
ion_Brp5.txt
ion_Brp7.txt
ion_Cap2.txt
ion_Cdp2.txt
ion_Cep3.txt
ion_Cep4.txt
ion_CIm1.txt
ion_Clpl.txt

ion_Clp3.txt

ion_Clp4.txt

ion_Clp5.txt

ion_Clp6.txt

ion_Clp7.txt

ion_Copl.txt
ion_Cop2.txt
ion_Cop3.txt
ion_Cop4.txt
ion_Cp2.txt

ion_Cp4.txt

ion_Crp2.txt
ion_Crp3.txt
ion_Crp4.txt
ion_Crp5.txt
ion_Crp6.txt
ion_Cspl.txt
ion_Cupl.txt
ion_Cup2.txt
ion_Cup3.txt
ion_Dyp3.txt
ion_Erp3.txt
ion_Eup2.txt
ion_Eup3.txt
ion_Fep2.txt
ion_Fep3.txt
ion_Fep4.txt
ion_Fep6.txt
ion_Fm1l.txt

ion_Frpl.txt
ion_Gap2.txt
ion_Gap3.txt
ion_Gdp3.txt
ion_Gep2.txt
ion_Gep4.txt
ion_Hfp2.txt
ion_Hfp3.txt
ion_Hfp4.txt
ion_Hgpl.txt

ion_Hgp2.txt
ion_Hm1.txt
ion_Hop3.txt
ion_Iml.txt
ion_Inp2.txt
ion_Inp3.txt
ion_Ipl.txt
ion_Ip3.txt
ion_Ip5.txt
ion_lp7.txt
ion_Irpl.txt
ion_lrp2.txt
ion_lrp3.txt
ion_lrp4.txt
ion_Kpl.txt
ion_Lap3.txt
ion_Lipl.txt
ion_Lup3.txt
ion_Mgp2.txt
ion_Mnp2.txt
ion_Mnp3.txt
ion_Mnp4.txt
ion_Mnp5.txt
ion_Mnp6.txt
ion_Mnp?7.txt
ion_Mopl.txt
ion_Mop2.txt
ion_Mop3.txt
ion_Mop4.txt
ion_Mop5.txt
ion_Mop6.txt
ion_Napl.txt
ion_Nbp2.txt
ion_Nbp3.txt
ion_Nbp4.txt
ion_Nbpb5.txt
ion_Ndp3.txt
ion_Nipl.txt
ion_Nip2.txt
ion_Nip3.txt
ion_Nip4.txt
ion_Nma3.txt
ion_Npl.txt
ion_Np2.txt
ion_Np3.txt
ion_Np4.txt
ion_Np5.txt
ion_Npp2.txt
ion_Npp3.txt
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ion_Npp4.txt
ion_Npp5.txt
ion_Npp6.txt
ion_Npp7.txt
ion_Oma2.txt
ion_Osp2.txt
ion_Osp3.txt
ion_Osp4.txt
ion_Osp5.txt
ion_Osp6.txt
ion_Osp7.txt
ion_Osp8.txt
ion_Pap3.txt
ion_Pap4.txt
ion_Pap5.txt
ion_Pbp2.txt
ion_Pbp4.txt
ion_Pdp2.txt
ion_Pdp3.txt
ion_Pdp4.txt
ion_Pma3.txt
ion_Pmp3.txt
ion_Pom2.txt
ion_Pop2.txt
ion_Pop4.txt
ion_Pop6.txt
ion_Pp3.txt
ion_Pp5.txt
ion_Prp3.txt
ion_Prp4.txt
ion_Ptp2.txt
ion_Ptp3.txt
ion_Ptp4.txt
ion_Ptp5.txt
ion_Ptp6.txt
ion_Pup?2.txt
ion_Pup3.txt
ion_Pup4.txt
ion_Pup5.txt
ion_Pup6.txt
ion_Pup7.txt
ion_Rap2.txt
ion_Rbpl.txt
ion_Repl.txt
ion_Rep2.txt
ion_Rep3.txt
ion_Rep4.txt
ion_Rep5.txt
ion_Rep6.txt
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ion_Rep7.txt
ion_Rhpl.txt
ion_Rhp2.txt
ion_Rhp3.txt
ion_Rhp4.txt
ion_Rhp6.txt
ion_Rup2.txt
ion_Rup3.txt
ion_Rup4.txt
ion_Rupb.txt
ion_Rup6.txt
ion_Rup?7.txt
ion_Rup8.txt
ion_Sbma3.txt
ion_Sbp3.txt
ion_Sbpb5.txt
ion_Scp3.txt
ion_Sem2.txt
ion_Sep4.txt
ion_Sep6.txt
ion_Sip4.txt
ion_Sm2.txt
ion_Smp2.txt
ion_Smpa3.txt
ion_Snp2.txt
ion_Snp4.txt
ion_Sp4.txt
ion_Sp6.txt
ion_Srp2.txt
ion_Tap?2.txt
ion_Tap3.txt
ion_Tap4.txt
ion_Tap5.txt
ion_Tbp3.txt
ion_Thbp4.txt

3-2. C:¥dvxa¥exec¥*.bat

a2b2n_AUTO.bat
a2b2s AUTO.bat
a2n_AUTO.bat
a2s AUTO.bat
ab2n_AUTO.bat
ab2s_ AUTO.bat
abcdn_AUTO.bat
abcds AUTO.bat
abcn_AUTO.bat
abcs AUTO.bat
abn_AUTO.bat

ion_Tcp2.txt
ion_Tcp3.txt
ion_Tcp4.txt
ion_Tcp5.txt
ion_Tcp6.txt
ion_Tcp7.txt
ion_Tem2.txt
ion_Tep4.txt
ion_Tep6.txt
ion_Thp2.txt
ion_Thp3.txt
ion_Thp4.txt
ion_Tip2.txt
ion_Tip3.txt
ion_Tip4.txt
ion_Tlpl.txt
ion_Tlp3.txt
ion_Tmp3.txt
ion_Up2.txt
ion_Up3.txt
ion_Up4.txt
ion_Up5.txt
ion_Up6.txt
ion_Vp2.txt
ion_Vp3.txt
ion_Vp4.txt
ion_Vp5.txt
ion_Wp1l.txt
ion_Wp2.txt
ion_Wp3.txt
ion_Wp4.txt
ion_Wpb5.txt
ion_Wp6.txt
ion_Xep2.txt
ion_Xep4.txt

(77 A NVE: 42)

abs AUTO.bat
atomn_AUTO.bat
c2vl2n_AUTO.bat
c2v12s_ AUTO.bat
c3v13n_AUTO.bat
c3v13s AUTO.bat
d2h24n_AUTO.bat
d2h24s AUTO.bat
d3d26n_AUTO.bat
d3d26s_AUTO.bat
d3h13n_AUTO.bat
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ion_Xep6.txt
ion_Xep8.txt
ion_Ybp2.txt
ion_Ybp3.txt
ion_Yp3.txt
ion_Znp2.txt
ion_Zrp2.txt
ion_Zrp3.txt
ion_Zrp4.txt
mh206_CoH2062p.txt
mh206_CoH2063p.txt
mh206_CrH2062p.txt
mh206_CrH2063p.txt
mh206_FeH2062p.txt
mh206_FeH2063p.txt
mh206_MnH2062p.txt
mh206_NiH2062p.txt
mh206_RuH2063p.txt
mh206_TiH2063p.txt
mh206_TiH2064p.txt
mh206_VH2062p.txt
mh206_VH2063p.txt
mh206_ZnH2062p.txt
ml4_CoBr42m.txt
mi4_CoCl42m.txt
mi4_Col42m.txt
ml6_CrBr63m.txt
ml6_CrCIl63m.txt
ml6_CrF63m.txt
ml6_Crl63m.txt
oh166_CrCO6.txt
oh166_MoCO6.txt
oh166_VCOG.txt
oh166_WCOG.txt
oh16_IrF6.txt

d3h13s_AUTO.bat
d4h14n_AUTO.bat
d4h1l4s AUTO.bat
déh66n_AUTO.bat
déh66s_AUTO.bat
ionn_AUTO.bat
mh2o6n_AUTO.bat
mh206s_AUTO.bat
ml4n_AUTO.bat
mlds_ AUTO.bat
mién_AUTO.bat

oh16_MoF6.txt
oh16_NpF6.txt
oh16_ OsF6.txt
oh16_ PuF6.txt
oh16 ReF6.txt
oh16_ SeF6.txt
oh16_SF6.txt
oh16 TeF6.txt
oh16_UF6.txt
oh16_WF6.txt
td144 NiCOA4.txt
td14_CBr4.txt
td14_CCl4.txt
td14 CF4.txt
td14 CHA4.txt
td14 GeBr4.txt
td14 GeCl4.txt
td14 GeH4.txt
td14_HfCl4.txt
td14_OsO4.txt
td14 RuO4.txt
td14_SiCl4.txt
td14_SiF4.txt
td14 SiH4.txt
td14_SnCl4.txt
td14_SnH4.txt
td14_ThCl4.txt
td14_ThF4.txt
td14_TiBra.txt
td14_TiCl4.txt
td14_VCl4.txt
td14 XeO4.txt
td14_ZrCl4.txt
td14 ZrF4.txt

ml6s_AUTO.bat
oh166n_AUTO.bat
oh166s_ AUTO.bat
ohl6n AUTO.bat
oh16s_ AUTO.bat
td144n_AUTO.bat
td144s_AUTO.bat
td14n_AUTO.bat
td14s_AUTO.bat
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3-3. C:¥dvxa¥Macros¥eduDV¥*.mac (7 7 1 /¥ : 783)

a2b2n_C2H2.mac
a2b2n_Hg2l2.mac
a2b2n_menu.mac
a2b2s_C2H2.mac
a2b2s_Hg212.mac
a2b2s_menu.mac
az2n_Br2.mac
a2n_Cl2.mac
a2n_F2.mac
a2n_H2.mac
az2n_l2.mac
a2n_menu.mac
a2n_N2.mac
a2n_0O2.mac
a2s_Br2.mac
a2s_Cl2.mac
az2s_F2.mac
a2s_H2.mac
az2s_l2.mac
a2s_menu.mac
a2s_N2.mac
a2s_02.mac
ab2n_CO2.mac
ab2n_CS2.mac
ab2n_HgCl2.mac
ab2n_KrF2.mac
ab2n_menu.mac
ab2n_XeF2.mac
ab2s CO2.mac
ab2s CS2.mac
ab2s HgCl2.mac
ab2s KrF2.mac
ab2s_menu.mac
ab2s_XeF2.mac
abcdn_HCNO.mac
abcdn_menu.mac
abcds HCNO.mac
abcds_menu.mac
abcn_BrCN.mac
abcn_CICN.mac
abcn_FCN.mac
abcn_HCN.mac
abcn_menu.mac
abcs_ BrCN.mac
abcs_CICN.mac
abcs FCN.mac
abcs HCN.mac

abcs_menu.mac
abn_CO.mac
abn_HBr.mac
abn_HCl.mac
abn_HF.mac
abn_HIl.mac
abn_menu.mac
abn_NO.mac
abs_CO.mac

abs_ HBr.mac

abs HCl.mac
abs_ HF.mac
abs Hl.mac
abs_menu.mac
abs_NO.mac
atoml _menu.mac
atom2_menu.mac
atom3_menu.mac
atom4_menu.mac
atom5_menu.mac
atomn_Ac.mac
atomn_Ag.mac
atomn_Al.mac
atomn_Ar.mac
atomn_As.mac
atomn_At.mac
atomn_Au.mac
atomn_B.mac
atomn_Ba.mac
atomn_Be.mac
atomn_Bi.mac
atomn_Br.mac
atomn_C.mac
atomn_Ca.mac
atomn_Cd.mac
atomn_Ce.mac
atomn_Cl.mac
atomn_Co.mac
atomn_Cr.mac
atomn_Cs.mac
atomn_Cu.mac
atomn_Dy.mac
atomn_Er.mac
atomn_Eu.mac
atomn_F.mac
atomn_Fe.mac
atomn_Fr.mac

atomn_Ga.mac
atomn_Gd.mac
atomn_Ge.mac
atomn_H.mac
atomn_He.mac
atomn_Hf.mac
atomn_Hg.mac
atomn_Ho.mac
atomn_l.mac
atomn_In.mac
atomn_lr.mac
atomn_K.mac
atomn_Kr.mac
atomn_La.mac
atomn_Li.mac
atomn_Lu.mac
atomn_Mg.mac
atomn_Mn.mac
atomn_Mo.mac
atomn_N.mac
atomn_Na.mac
atomn_Nb.mac
atomn_Nd.mac
atomn_Ne.mac
atomn_Ni.mac
atomn_Np.mac
atomn_O.mac
atomn_Os.mac
atomn_P.mac
atomn_Pa.mac
atomn_Pb.mac
atomn_Pd.mac
atomn_Pm.mac
atomn_Po.mac
atomn_Pr.mac
atomn_Pt.mac
atomn_Pu.mac
atomn_Ra.mac
atomn_Rb.mac
atomn_Re.mac
atomn_Rh.mac
atomn_Rn.mac
atomn_Ru.mac
atomn_S.mac
atomn_Sb.mac
atomn_Sc.mac
atomn_Se.mac
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atomn_Si.mac
atomn_Sm.mac
atomn_Sn.mac
atomn_Sr.mac
atomn_Ta.mac
atomn_Thb.mac
atomn_Tc.mac
atomn_Te.mac
atomn_Th.mac
atomn_Ti.mac
atomn_Tl.mac
atomn_Tm.mac
atomn_U.mac
atomn_V.mac
atomn_W.mac
atomn_Xe.mac
atomn_Y.mac
atomn_Ybh.mac
atomn_Zn.mac
atomn_Zr.mac
AUTOa2.mac
AUTOaz2b2.mac
AUTOab.mac
AUTOab2.mac
AUTOabc.mac
AUTOabcd.mac
AUTOatom.mac
AUTOc2v12.mac
AUTOc3v13.mac
AUTOd2h24.mac
AUTOd3d26.mac
AUTOd3h13.mac
AUTOd4h14.mac
AUTOd6h66.mac
AUTOion.mac
AUTOmenu.mac
AUTOmMh206.mac
AUTOmMI4.mac
AUTOmMI6.mac
AUTOoh16.mac
AUTOoh166.mac
AUTOtd14.mac
AUTOtd144.mac
c2v1l2n_Cl20.mac
c2v1l2n_ClO2.mac
c2vl2n_GeCl2.mac
c2vl2n_GeF2.mac
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c2vl2n_H20.mac
c2v12n_H2S.mac
c2v12n_menu.mac
c2vl2n_NO2.mac
c2v12n_0O3.mac
c2vl2n_OF2.mac
c2vl2n_SCl2.mac
c2v12n_SeO2.mac
c2v12n_SF2.mac
c2vl2n_SiF2.mac
c2v12n_SO2.mac
c2v12s_Cl20.mac
c2v12s_ClO2.mac
c2v12s_GeCl2.mac
c2v12s GeF2.mac
c2v12s H20.mac
c2v12s H2S.mac
c2v12s_menu.mac
c2v12s NO2.mac
c2v12s O3.mac
c2v12s OF2.mac
c2v12s SCl2.mac
c2v12s _SeO2.mac
c2v12s SF2.mac
c2v12s_SiF2.mac
c2v12s_SO2.mac
c3v13n_AsBr3.mac
c3v13n_AsCl3.mac
c3v13n_AsF3.mac
c3v13n_AsH3.mac
c3v13n_Asl3.mac
c3v13n_BiBr3.mac
c3v13n_BiCl3.mac
c3v13n_Gdl3.mac
c3v13n_LuCl3.mac
c3v13n_menu.mac
c3v13n_NCI3.mac
c3v13n_NF3.mac
c3v13n_NH3.mac
c3v13n_PBr3.mac
c3v13n_PCI3.mac
c3v1l3n_PF3.mac
c3v13n_PH3.mac
c3v13n_Prl3.mac
c3v13n_SbCl3.mac
c3v13n_SbH3.mac
c3v13s_AsBr3.mac
c3v13s_AsCl3.mac
c3v13s_AsF3.mac

c3v13s_AsH3.mac
c3v13s_Asl3.mac
c3v13s_BiBr3.mac
c3v13s_BiCl3.mac
c3v13s_Gdl3.mac
c3v13s_LuCl3.mac
c3v13s_menu.mac
c3v13s_NCI3.mac
c3v13s_NF3.mac
c3v13s_NH3.mac
c3v13s_PBr3.mac
c3v13s PCIl3.mac
c3v13s_PF3.mac
c3v13s_PH3.mac
c3v13s_Prl3.mac
c3v13s_SbClI3.mac
c3v13s SbH3.mac
d2h24n_C2Cl4.mac
d2h24n_C2F4.mac
d2h24n_C2H4.mac
d2h24n_menu.mac
d2h24n_N204s.mac
d2h24n_N204v.mac
d2h24s_C2Cl4.mac
d2h24s_C2F4.mac
d2h24s_C2H4.mac
d2h24s_menu.mac
d2h24s_N204s.mac
d2h24s_N204v.mac
d3d26n_C2F6.mac
d3d26n_C2H6.mac
d3d26n_menu.mac
d3d26s_C2F6.mac
d3d26s_C2H6.mac
d3d26s_menu.mac
d3h13n_BBr3.mac
d3h13n_BCI3.mac
d3h13n_BF3.mac
d3h13n_BI3.mac
d3h13n_menu.mac
d3h13s BBr3.mac
d3h13s_BCI3.mac
d3h13s BF3.mac
d3h13s_Bl3.mac
d3h13s_menu.mac
d4hl1l4n_AuCl4.mac
d4h1l4n_menu.mac
d4hl14n_PdCl4.mac
d4h14n_PtCl4.mac

d4hl4s_AuCl4.mac
d4h14s_menu.mac
d4hl14s PdCl4.mac
d4h14s_PtCl4.mac
déh66n_C6Br6.mac
déheen_C6CIl6.mac
d6éhe6n_C6F6.mac
déh66n_C6H6.mac
déh66n_C616.mac
d6h66n_menu.mac
d6h66s_C6Br6.mac
d6h66s_C6Cl6.mac
d6h66s_C6F6.mac
déh66s_C6H6.mac
d6h66s_C616.mac
d6h66s_menu.mac
ionl_menu.mac
ion2_menu.mac
ion3_menu.mac
ion4_menu.mac
ion5_menu.mac
ionn_Acp3.mac
ionn_Ac_menu.mac
ionn_Agpl.mac
ionn_Agp2.mac
ionn_Agp3.mac
ionn_Ag_menu.mac
ionn_Alp3.mac
ionn_Al_menu.mac
ionn_Ar_menu.mac
ionn_Asm3.mac
ionn_Asp3.mac
ionn_Asp5.mac
ionn_As_menu.mac
ionn_Atml.mac
ionn_Atpl.mac
ionn_Atp3.mac
ionn_Atp5.mac
ionn_Atp7.mac
ionn_At_menu.mac
ionn_Aupl.mac
ionn_Aup2.mac
ionn_Aup3.mac
ionn_Au_menu.mac
ionn_Bap2.mac
ionn_Ba_menu.mac
ionn_Bep2.mac
ionn_Be_menu.mac
ionn_Bip3.mac
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ionn_Bip5.mac
ionn_Bi_menu.mac
ionn_Bp3.mac
ionn_Brml.mac
ionn_Brpl.mac
ionn_Brp3.mac
ionn_Brp5.mac
ionn_Brp7.mac
ionn_Br_menu.mac
ionn_B_menu.mac
ionn_Cap2.mac
ionn_Ca_menu.mac
ionn_Cdp2.mac
ionn_Cd_menu.mac
ionn_Cep3.mac
ionn_Cep4.mac
ionn_Ce_menu.mac
ionn_CIlml.mac
ionn_Clpl.mac
ionn_Clp3.mac
ionn_Clp4.mac
ionn_Clp5.mac
ionn_Clp6.mac
ionn_Clp7.mac
ionn_CIl_menu.mac
ionn_Copl.mac
ionn_Cop2.mac
ionn_Cop3.mac
ionn_Cop4.mac
ionn_Co_menu.mac
ionn_Cp2.mac
ionn_Cp4.mac
ionn_Crp2.mac
ionn_Crp3.mac
ionn_Crp4.mac
ionn_Crp5.mac
ionn_Crp6.mac
ionn_Cr_menu.mac
ionn_Cspl.mac
ionn_Cs_menu.mac
ionn_Cupl.mac
ionn_Cup2.mac
ionn_Cup3.mac
ionn_Cu_menu.mac
ionn_C_menu.mac
ionn_Dyp3.mac
ionn_Dy_menu.mac
ionn_Erp3.mac
ionn_Er_menu.mac
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ionn_Eup2.mac
ionn_Eup3.mac
ionn_Eu_menu.mac
ionn_Fep2.mac
ionn_Fep3.mac
ionn_Fep4.mac
ionn_Fep6.mac
ionn_Fe_menu.mac
ionn_Fml.mac
ionn_Frpl.mac
ionn_Fr_menu.mac
ionn_F_menu.mac
ionn_Gap2.mac
ionn_Gap3.mac
ionn_Ga_menu.mac
ionn_Gdp3.mac
ionn_Gd_menu.mac
ionn_Gep2.mac
ionn_Gep4.mac
ionn_Ge_menu.mac
ionn_He_menu.mac
ionn_Hfp2.mac
ionn_Hfp3.mac
ionn_Hfp4.mac
ionn_Hf _menu.mac
ionn_Hgpl.mac
ionn_Hgp2.mac
ionn_Hg_menu.mac
ionn_Hm1l.mac
ionn_Hop3.mac
ionn_Ho_menu.mac
ionn_H_menu.mac
ionn_Iml.mac
ionn_Inp2.mac
ionn_Inp3.mac
ionn_In_menu.mac
ionn_Ipl.mac
ionn_Ip3.mac
ionn_Ip5.mac
ionn_Ip7.mac
ionn_Irpl.mac
ionn_Irp2.mac
ionn_Irp3.mac
ionn_Irp4.mac
ionn_Ir_menu.mac
ionn_l_menu.mac
ionn_Kpl.mac
ionn_Kr_menu.mac
ionn_K_menu.mac
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ionn_Lap3.mac
ionn_La_menu.mac
ionn_Lipl.mac
ionn_Li_menu.mac
ionn_Lup3.mac
ionn_Lu_menu.mac
ionn_Mgp2.mac
ionn_Mg_menu.mac
ionn_Mnp2.mac
ionn_Mnp3.mac
ionn_Mnp4.mac
ionn_Mnp5.mac
ionn_Mnp6.mac
ionn_Mnp7.mac
ionn_Mn_menu.mac
ionn_Mopl.mac
ionn_Mop2.mac
ionn_Mop3.mac
ionn_Mop4.mac
ionn_Mop5.mac
ionn_Mop6.mac
ionn_Mo_menu.mac
ionn_Napl.mac
ionn_Na_menu.mac
ionn_Nbp2.mac
ionn_Nbp3.mac
ionn_Nbp4.mac
ionn_Nbp5.mac
ionn_Nb_menu.mac
ionn_Ndp3.mac
ionn_Nd_menu.mac
ionn_Ne_menu.mac
ionn_Nipl.mac
ionn_Nip2.mac
ionn_Nip3.mac
ionn_Nip4.mac
ionn_Ni_menu.mac
ionn_Nm3.mac
ionn_Npl.mac
ionn_Np2.mac
ionn_Np3.mac
ionn_Np4.mac
ionn_Np5.mac
ionn_Npp2.mac
ionn_Npp3.mac
ionn_Npp4.mac
ionn_Npp5.mac
ionn_Npp6.mac
ionn_Npp7.mac
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ionn_Np_menu.mac
ionn_N_menu.mac
ionn_Om2.mac
ionn_Osp2.mac
ionn_Osp3.mac
ionn_Osp4.mac
ionn_Osp5.mac
ionn_Osp6.mac
ionn_Osp7.mac
ionn_Osp8.mac
ionn_Os_menu.mac
ionn_O_menu.mac
ionn_Pap3.mac
ionn_Pap4.mac
ionn_Pap5.mac
ionn_Pa_menu.mac
ionn_Pbp2.mac
ionn_Pbp4.mac
ionn_Pb_menu.mac
ionn_Pdp2.mac
ionn_Pdp3.mac
ionn_Pdp4.mac
ionn_Pd_menu.mac
ionn_Pm3.mac
ionn_Pmp3.mac
ionn_Pm_menu.mac
ionn_Pomz2.mac
ionn_Pop2.mac
ionn_Pop4.mac
ionn_Pop6.mac
ionn_Po_menu.mac
ionn_Pp3.mac
ionn_Pp5.mac
ionn_Prp3.mac
ionn_Prp4.mac
ionn_Pr_menu.mac
ionn_Ptp2.mac
ionn_Ptp3.mac
ionn_Ptp4.mac
ionn_Ptp5.mac
ionn_Ptp6.mac
ionn_Pt_menu.mac
ionn_Pup2.mac
ionn_Pup3.mac
ionn_Pup4.mac
ionn_Pup5.mac
ionn_Pup6.mac
ionn_Pup7.mac
ionn_Pu_menu.mac

ionn_P_menu.mac
ionn_Rap2.mac
ionn_Ra_menu.mac
ionn_Rbpl.mac
ionn_Rb_menu.mac
ionn_Repl.mac
ionn_Rep2.mac
ionn_Rep3.mac
ionn_Rep4.mac
ionn_Rep5.mac
ionn_Rep6.mac
ionn_Rep7.mac
ionn_Re_menu.mac
ionn_Rhpl.mac
ionn_Rhp2.mac
ionn_Rhp3.mac
ionn_Rhp4.mac
ionn_Rhp6.mac
ionn_Rh_menu.mac
ionn_Rn_menu.mac
ionn_Rup2.mac
ionn_Rup3.mac
ionn_Rup4.mac
ionn_Rup5.mac
ionn_Rup6.mac
ionn_Rup7.mac
ionn_Rup8.mac
ionn_Ru_menu.mac
ionn_Sbm3.mac
ionn_Sbp3.mac
ionn_Sbp5.mac
ionn_Sb_menu.mac
ionn_Scp3.mac
ionn_Sc_menu.mac
ionn_Semz2.mac
ionn_Sep4.mac
ionn_Sep6.mac
ionn_Se_menu.mac
ionn_Sip4.mac
ionn_Si_menu.mac
ionn_Sm2.mac
ionn_Smp2.mac
ionn_Smp3.mac
ionn_Sm_menu.mac
ionn_Snp2.mac
ionn_Snp4.mac
ionn_Sn_menu.mac
ionn_Sp4.mac
ionn_Sp6.mac
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ionn_Srp2.mac
ionn_Sr_menu.mac
ionn_S_menu.mac
ionn_Tap2.mac
ionn_Tap3.mac
ionn_Tap4.mac
ionn_Tap5.mac
ionn_Ta_menu.mac
ionn_Tbp3.mac
ionn_Thbp4.mac
ionn_Tb_menu.mac
ionn_Tcp2.mac
ionn_Tcp3.mac
ionn_Tcp4.mac
ionn_Tcp5.mac
ionn_Tcp6.mac
ionn_Tcp7.mac
ionn_Tc_menu.mac
ionn_Tem2.mac
ionn_Tep4.mac
ionn_Tep6.mac
ionn_Te_menu.mac
ionn_Thp2.mac
ionn_Thp3.mac
ionn_Thp4.mac
ionn_Th_menu.mac
ionn_Tip2.mac
ionn_Tip3.mac
ionn_Tip4.mac
ionn_Ti_menu.mac
ionn_Tlpl.mac
ionn_Tlp3.mac
ionn_TIl_menu.mac
ionn_Tmp3.mac
ionn_Tm_menu.mac
ionn_Up2.mac
ionn_Up3.mac
ionn_Up4.mac
ionn_Up5.mac
ionn_Up6.mac
ionn_U_menu.mac
ionn_Vp2.mac
ionn_Vp3.mac
ionn_Vp4.mac
ionn_Vp5.mac
ionn_V_menu.mac
ionn_Wpl.mac
ionn_Wp2.mac
ionn_Wp3.mac

ionn_Wp4.mac
ionn_Wp5.mac
ionn_Wp6.mac
ionn_W_menu.mac
ionn_Xep2.mac
ionn_Xep4.mac
ionn_Xep6.mac
ionn_Xep8.mac
ionn_Xe_menu.mac
ionn_Ybp2.mac
ionn_Ybp3.mac
ionn_Yb_menu.mac
ionn_Yp3.mac
ionn_Y_menu.mac
ionn_Znp2.mac
ionn_Zn_menu.mac
ionn_Zrp2.mac
ionn_Zrp3.mac
ionn_Zrp4.mac
ionn_Zr_menu.mac
mh2o6n_CoH2062p.mac
mh2o6n_CoH2063p.mac
mh2o6n_CrH2062p.mac
mh2o6n_CrH2063p.mac
mh2o6n_FeH2062p.mac
mh2o6n_FeH2063p.mac
mh206n_menu.mac
mh2o06n_MnH2062p.mac
mh2o6n_NiH2062p.mac
mh2o6n_RuH2063p.mac
mh2o6n_TiH2063p.mac
mh2o6n_TiH2064p.mac
mh2o6n_VH2062p.mac
mh2o06n_VH2063p.mac
mh206n_ZnH2062p.mac
mh206s_CoH2062p.mac
mh206s_CoH2063p.mac
mh206s_CrH2062p.mac
mh206s_CrH2063p.mac
mh206s_FeH2062p.mac
mh206s_FeH2063p.mac
mh206s_menu.mac
mh206s_MnH2062p.mac
mh206s_NiH2062p.mac
mh206s_RuH2063p.mac
mh206s_TiH2063p.mac
mh206s_TiH2064p.mac
mh206s_VH2062p.mac
mh206s_VH2063p.mac
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mh206s_ZnH2062p.mac
ml4n_CoBr42m.mac
ml4n_CoCl42m.mac
ml4n_Col42m.mac
ml4n_menu.mac
ml4s_CoBr42m.mac
ml4s_CoCl42m.mac
ml4s_Col42m.mac
ml4s_menu.mac
mi6n_CrBr63m.mac
ml6én_CrCl63m.mac
mlén_CrF63m.mac
ml6n_Crl63m.mac
ml6n_menu.mac
ml6s_CrBr63m.mac
ml6s_CrCl63m.mac
ml6s_CrF63m.mac
ml6s_Crl63m.mac
ml6s_menu.mac
oh166n_CrCO6.mac
oh166n_menu.mac
oh166n_MoCO6.mac
oh166n_VCO6.mac
oh166n_WCO6.mac
oh166s_CrCO6.mac
oh166s_menu.mac
oh166s_MoCO6.mac
oh166s_VCO6.mac
oh166s_ WCO6.mac
oh16n_IrF6.mac
oh16n_menu.mac
oh16n_MoF6.mac
oh16n_NpF6.mac
oh16n_OsF6.mac
ohl6n_ PuF6.mac
oh16n_ReF6.mac
ohl6n_SeF6.mac
oh16n_SF6.mac
ohl6n_TeF6.mac
ohl6n_UF6.mac
oh16n_WF6.mac
oh16s_IrF6.mac
oh16s_menu.mac
oh16s_MoF6.mac
oh16s_NpF6.mac
oh16s_OsF6.mac
oh16s PuF6.mac
oh16s ReF6.mac
oh16s_SeF6.mac

oh16s_SF6.mac
oh16s_TeF6.mac
oh16s_UF6.mac
oh16s_WF6.mac
td144n_menu.mac
td144n_NiCO4.mac
td144s_menu.mac
td144s NiCO4.mac
td14n_CBr4.mac
td14n_CCl4.mac
td14n_CF4.mac
td14n_CH4.mac
td14n_GeBr4.mac
td14n_GeCl4.mac
td14n_GeH4.mac
td14n_HfCl4.mac
td14n_menu.mac
td14n_0OsO4.mac
td14n_RuO4.mac
td14n_SiCl4.mac
td14n_SiF4.mac
td14n_SiH4.mac
td14n_SnCl4.mac
td14n_SnH4.mac
td14n_ThCl4.mac
td14n_ThF4.mac
td14n_TiBr4.mac
td14n_TiCl4.mac
td14n_VCl4.mac
td14n_XeO4.mac
td14n_ZrCl4.mac
td14n_ZrF4.mac
td14s CBr4.mac
td14s CCl4.mac
td14s CF4.mac
td14s_CH4.mac
td14s_GeBr4.mac
td14s_GeCl4.mac
td14s_GeH4.mac
td14s_HfCl4.mac
td14s_menu.mac
td14s_OsO4.mac
td14s_ RuO4.mac
td14s_SiCl4.mac
td14s_SiF4.mac
td14s_SiH4.mac
td14s_SnCl4.mac
td14s_SnH4.mac
td14s_ThCl4.mac
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td14s_ThF4.mac td14s_TiCl4.mac td14s XeO4.mac td14s ZrF4.mac
td14s_TiBr4.mac td14s_VCl4.mac td14s_ZrCl4.mac

3-4. B 2 1X/KH20) 551 (Cov X FR)DEIRFEE / v AV R DV-XalE TEHET 256

3-4-1. [c:¥dvxa¥Macros¥eduDV. mac)
= 1 t 2 = 3 : 4

[$a]
(=2}

71—

“00. Automatic [F—4 BEIAF] .

“01. Dooh %5 [ZEM-EFHTF] A2 HHFH2, 02, N2 72 &). .

“02. Coov ®# [ERZIRFHF] BELSF(— E&*’H:J—?‘Vbi’ﬂt?k??&t)
“03 .Dooh ¥#5 [E#R AB2 B 4F] B-ABELNF (ZEILRFLLE). .

“04. Dooh xt#% [E#R A2B2 B 5F)] B-A-A-BEHF (7 F I/JE)_‘)

"05. Coov xi#5 [E#R ABC B53F] AB-CERAF (7 UEKRGE) ..

“06. Coov xf#f [[E#R ABCD 2 9F] A-B-C-D E4F (HCONO % &) . .

“07. C2vdFE [Hinig AB2 B4 F] AB2 B4 F UKORLKEL );)

“08. C3vxi¥s [=fA8 ABZEHF] ABBENF(FUEZTHE)..

“09. D2h 3% [ZTF L2 (F@E)HF)] ABAESF(ZFL UL t)

“10. D3dxFF [TH B (AR Uhfe) 5F] ABEBSF (TR U E)..

“11. D3hxt#s [FERE=ZARESF] B3 ESPF(Z T vibkHROFRL L‘)
qZD%%m‘[$ﬁE.ﬁﬁJfT/]%4”F4T/QHmﬂ2ﬁ&)
“13. D6h xt#F [FEEAAMESF] AB6 BRF(RUEUHE). .

“14. Tdx# [EEmEEAERSF] AB4 B SF (A2 J‘Yb.ig‘ftl_?‘:ﬁt)
“15. Ohxf#n  [IE/\EEKESDF] AB6 B2H0F(RI7vibRELE). .

“16. Td % [EMEAESF] [ABC)4] B4k (INi (C0)4174 E).

“17. Ohxt#  [IE/\E{AZE5SF] [ABC) 6] & EEA ([Cr (CO)6]1%A E). ..
“18. D2h %+ [IE/\E&EE LA >] IMH2)6In+F7 O FEEAA ... 7,

“19. Tdxt# [EW@EEEAF ) ML) 4In+ or ML) 4In- 1A ... 7,
“20. Ohxt# [IE/\E&EE A F>]) IML)6In+ or [M(L)6In- gEAA>. .. ",
21, ML (BEF] RFEEHRER LS EICERNTT. ..,

“22. XML (BEFAA4 2] BFRERBRRERD LEEHEICENTT. ..,

if(result==1)execmacro macrodir + "¥¥eduDV¥¥AUTOmenu. mac”;
else if(result==2)execmacro macrodir + “¥¥eduDV¥¥a2menu.mac”;

“¥¥eduDV¥¥m| 6menu. mac”;
“¥¥eduDV¥¥atommenu. mac”;
“¥¥eduDV¥¥ionmenu. mac”;

else if(result==21)execmacro macrodir
else if(result==22)execmacro macrodir
else if(result==23)execmacro macrodir

else if(result==3)execmacro macrodir + “¥¥eduDV¥¥abmenu.mac”;
else if(result==4)execmacro macrodir + “¥¥eduDV¥¥ab2menu.mac”;
else if(result==5)execmacro macrodir + “¥¥eduDV¥¥a2b2menu.mac”;
else if(result==6)execmacro macrodir + “¥¥eduDV¥¥abcmenu.mac”;
else if(result==7)execmacro macrodir + "¥¥eduDV¥¥abcdmenu.mac”:
else if(result==8)execmacro macrodir + “¥¥eduDV¥¥c2v12menu.mac”;
else if(result==9)execmacro macrodir + ”¥¥eduDV¥¥c3v13menu mac”;
else if(result==10)execmacro macrodir + “¥¥eduDV¥¥d2h24menu.mac”;
else if(result==11)execmacro macrodir + “¥¥eduDV¥¥d3d26menu.mac”;
else if(result==12)execmacro macrodir + “¥¥eduDV¥¥d3h13menu.mac”;
else if(result==13)execmacro macrodir + “¥¥eduDV¥¥d4h14menu.mac”;
else if(result==14)execmacro macrodir + “¥¥eduDV¥¥d6h66menu. mac”;
else if(result==15)execmacro macrodir + “¥¥eduDV¥¥td14menu.mac”;
else if(result==16)execmacro macrodir + “¥¥eduDV¥¥oh16menu.mac”;
else if(result==17)execmacro macrodir + “¥¥eduDV¥¥td144menu.mac”;
else if(result==18)execmacro macrodir + “¥¥eduDV¥¥oh166menu. mac”;
else if(result==19)execmacro macrodir + “¥¥eduDV¥¥mh206menu. mac”;
else if(result==20)execmacro macrodir + “¥¥eduDV¥¥ml4menu.mac”;
( +
+
+

1 = 2 : 3 : 4 : 5 ; 6 ; 7—

© Genta Sakane 2013 11



] LI BEA R 2 B2 L E M THIER AT 2 eduDV

3-4-2. [c:¥dvxa¥Macros¥eduDV¥AUTOmenu. mac)
' 1 t 2 = 3 = 4 = 5 = 6 = 1—

menu
“AUTO 01. Dooh xt#5 [F#ZREF57F] A2 Bo9FH2, 02, N2732&5)..

“AUTO 02. Coov xf#5 [EBZZREF5F] ABESF(— Mﬁr?bﬁkmﬁﬁt)”T
“AUTO 03 .Dooh xt#5 [E#R AB2 245>F] B-A-BEHNF (ZHILRFRLT L) ..

“AUTO 04. Dooh %5 [E# A2B2 B3 F) B-A-ABEHF (FEFLUALE).

"AUTO 05. Goov xt#% [EL#R ABC B F] ABCENGF (L7 ULKFRGHE). .

“AUTO 06. Coov %% [E#R ABCD #53F] A-B-C-D B 53 (HONO 72 &) . .

“AUTO 07. C2v 3FF [#7hi AB2 R4 F] AB2 BT (KOHIEKEL &)

“AUTO 08. C3vxi#h (=it AB3 &orF] MBS RN F (T UEZTHLE)..

“AUTO 09. D2h 5% [TF L (F@) HF] ABABHF (TFLURLE)..

“AUTO 10. D3dxt#r [T 2 LB (R Cnfg) 7F] A2B6 BiyF (TR 72 L) ..

“AUTO 11. D3h x3#%F Hﬁﬂlﬁﬁmﬁ?]mﬁWﬁH_71mT®$&t).,
"AUTO 12. DAh xt#F [FEIEMAMEA A 2] ABA BsEA A2 ([PtC14]2-70L). .. 7,
“AUTO 13. D6h xt#5 [FEEAHWBESF] AB6 BAF (NREUGE)..

“AUTO 14. Td x3#%5 [Elﬁ%mﬁ¥]w4mﬁ¥&%9/blﬁkriﬁt)
“AUTO 15. Ohd#f  [IE/\EAESF] AB6 BOF (RTVILREG L) ..
“AUTO 16. Tdxi¥F [EPIEAEISF] [ABC)4]ZEE A (INi (C0)4]7 &), .

“AUTO 17. Oh %5 [IE/\E{AZS5F] [A(BC) 6] EEE{A ([Cr(CO)6]72 &). ..
“AUTO 18. D2hxt#F [IE/\EAE A F ] IMH20)6In+7 O 7EEA A ... 7,

“AUTO 19. Tdx#F [EMEAEEAA 2] ML 4]n+ or ML 4In- 884 A4 ... 7,
“AUTO 20. Ohxd#f  [IE/\EAE A A 2] ML) 6In+ or [M(L)6In- 844>, .7,
“AUTO 21. ®#572 L [BIRF] RFREERZERD ST EICERNTY.. .7,

“AUTO 22. ®#5%2 L [BIRFAA V] RFRERRERS LELREICERTT...

if (result==1) execmacro macrodir + “¥¥eduDV¥¥AUT0a2. mac”;

else if(result==2)execmacro macrodir + “¥¥eduDV¥¥AUTOab.mac";
else if(result==3)execmacro macrodir + “¥¥eduDV¥¥AUTOab2.mac”;
else if(result==4)execmacro macrodir + “¥¥eduDV¥¥AUT0a2b2.mac”;
else if(result==5)execmacro macrodir + “¥¥eduDV¥¥AUTOabc.mac”;
else if(result==6)execmacro macrodir + “¥¥eduDV¥¥AUTOabcd. mac”;
else if(result==7)execmacro macrodir + ”¥¥eduDV¥¥AUT002v12.mac”;
else if(result==8)execmacro macrodir + “¥¥eduDV¥¥AUTOc3v13.mac”;
else if(result==9)execmacro macrodir + ¥¥eduDV¥¥AUTOd2h24 mac”;
else if(result==10)execmacro macrodir + “¥¥eduDV¥¥AUT0d3d26.mac";
else if(result==11)execmacro macrodir + “¥¥eduDV¥¥AUT0d3h13.mac";

~ N N~

(

( +

( +
else if(result==12)execmacro macrodir + “¥¥eduDV¥¥AUT0d4h14.mac”;
else if(result==13)execmacro macrodir + “¥¥eduDV¥¥AUT0d6h66.mac”;
else if(result==14)execmacro macrodir + “¥¥eduDV¥¥AUTOtd14.mac”;
else if(result==15)execmacro macrodir + “¥¥eduDV¥¥AUTOoh16.mac”;
else if(result==16)execmacro macrodir + “¥¥eduDV¥¥AUTOtd144.mac”;
else if(result==17)execmacro macrodir + “¥¥eduDV¥¥AUTOoh166.mac”;
else if(result==18)execmacro macrodir + “¥¥eduDV¥¥AUTOmh206.mac”;
else if(result==19)execmacro macrodir + “¥¥eduDV¥¥AUTOmI4. mac”;
else if(result==20)execmacro macrodir + “¥¥eduDV¥¥AUTOmI6.mac”;
else if(result==21)execmacro macrodir + “¥¥eduDV¥¥AUTOatom.mac”;
else if(result==22)execmacro macrodir + “¥¥eduDV¥¥AUTOion.mac”;

1 = 2 : 3 : 4 : 5 ; 6 ; 7—

3-4- 3 [c: ¥dvxa¥Macros¥eduDV¥AUTOch12 mac)
1 2 3 4 .
menu ﬂw%(/zzt/ﬁ éﬁﬁ%ﬁ)
“c2vi2s (RE VAR - £BEETT). .
i f (result==1) execmacro macrodlr + ”¥¥eduDV¥¥02v12n_menu.mac”;
else if(result==2)execmacro macrodir + “¥¥eduDV¥¥c2v12s menu.mac”;
: 1 " 2 : 3 } 4 . 5 t 6 t T

(&3]
»
~
|
I
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] LI BEA R 2 B2 L E M THIER AT 2 eduDV

3-4-4. [c:¥dvxa¥Macros¥eduDV¥c2v12n_menu. mac)
' 1 t 2 | 3 : 4 :

o
»
~
|
1

menu
“H20 JKPF / YRE VR,

“H2S B KENTF / VR E IR
m3¢v/\%//xt ",

“S02 —RILBRESF / VR E VR
"mZZMm§$ﬁ¥/>Xt/W

"SF2 :7“}'“: )Itﬁﬁj\% / )Zt/ﬂﬁ

"SCl2 —151t )Itﬁ + /: thﬂ'ﬁ”,
Tmz_%mﬁ§\¥m/>Xt/mﬂ

“Cl20 —EEIE IR HF / VAE VR,

“GeCl2 i&1t’r“)b7:r7A(I YRF J UARAE VR,
“GeF2 ZwitHIL<T= @A(D‘* JUAEUIR”,
“OF2 Z 7 witBESF /v R,
%wZ_%ktb/\¥u//Zt/W
Sﬁ2_7jt74$\¥mlzxtzw

|f(result==1)execmacro macrodir + “¥¥eduDV¥¥c2v12n_H20.mac”;

else if(result==2)execmacro macrodir + “¥¥eduDV¥¥c2v12n_H2S.mac”;
else if(result==3)execmacro macrodir + “¥¥eduDV¥¥c2v12n_03.mac”;
else if(result==4)execmacro macrodir + “¥¥eduDV¥¥c2v12n_S02. mac”;
else if(result==5)execmacro macrodir + “¥¥eduDV¥¥c2v12n_N02.mac”;

+ 4+ 4+ 4+ 4+ 4+

else if(result==6)execmacro macrodir + “¥¥eduDV¥¥c2v12n_SF2. mac”‘
else if(result==7)execmacro macrodir + “¥¥eduDV¥¥c2v12n_SCI2.mac”;
else if(result==8)execmacro macrodir + “¥¥eduDV¥¥c2v12n_C102. mac”;
else if(result==9)execmacro macrodir + “¥¥eduDV¥¥c2v12n_C120. mac”;
else if(result==10) execmacro macrodir + “¥¥eduDV¥¥c2v12n_GeCl2.mac”;
else if(result==11)execmacro macrodir + “¥¥eduDV¥¥c2v12n_GeF2. mac”;

else if(result==12)execmacro macrodir + “¥¥eduDV¥¥c2v12n_0F2.mac”;

NN N AN N N AN N N N N~

+ 4+ 4+ + 4+

else if(result==13)execmacro macrodir + “¥¥eduDV¥¥c2v12n_Se02.mac”;
else if(result==14)execmacro macrodir + “¥¥eduDV¥¥c2vi12n_SiF2.mac”;
1 t 2 = 3 t 4 = 5 t 6 = 71—
3-4- 5 [c: ¥dvxa¥Macros¥eduDV¥02v12n _H20. mac]
1 2 3 4 5 6 ' 7—
IoaddI I hldemarudl r o+ ¥¥DengakuDLL. dl” // =S DLL 0)|:I— I~
if (Jresult) {
message “DengakuDLL.dl| #O0— K TEFEFEHEATLT =,
endmacro;

}
$path_dvdir = getenv(“dvdir”) ;
$dirname = “c2vi2n_H20 ” + year + month + day + hour + minute + second;
if ('dl1func ("MKDIR”, “/p ” + $path_dvdir + "Y¥CALCY¥¥” + $dirname)) {
message “EIR I+ I T DIERIZEKBRLEL, “
endmacro;

}

if ('dl1func (“"SETCURDIR”, $path_dvdir + “"¥¥CALC¥¥” + $dirname)) {
message “FE I A IILFICBETESELEATL R, 7,
endmacro;

}
runsync2 $path_dvdir + “¥¥EXEC¥¥C2V12N_AUTO. BAT H20”; // c2vi2 n H20 MZE{T
readonlyopenfile “c2vi2n_H20 time. txt”;
openfile “f06z";
openfile “f26”;
readonlyopenfile “bllist.out”;

= 1 t 2 = 3 t 4

(5]
»
~
|
I
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Rt | LB R S B A L HEMTWIEFE > AT & eduDV

- 1 t 2 = 3 = 4 5 6 T—
readonlyopenfile “f08e”;
readonlyopenfile “FO8E. hlgap”;
readonlyopenfile “FO8E. hlgaps”;
readonlyopenfile “f08p”;
readonlyopenfile “FO8P_S”;
readonlyopenfile “i08”;
readonlyopenfile “bn8”;
openfile “f017;
endmacro;
= 1 t 2 = 3 = 4 5 6 T—
3-4-6. [c:¥dvxa¥exec¥c2v12n_AUTO. bat])
= 1 t 2 = 3 = 4 5 6 T—
@echo off
if exist fO1 goto erri
if exist f25 goto err?2
%dvdir%¥ob ject¥c2vi2n. exe <%dvdir%¥data¥c2vi2_%1. txt
copy %dvdir%¥data¥c2vi2 25
call %dvdir%¥exec¥makef05scfs
call %dvdir%¥exec¥existf05
if exist FObexist. txt goto fexist
goto err3
‘fexist
del FObexist. txt
echo Hkksokkskorsoriskoksokokokdokokokokskokskkskoksokakskoksokskokokokokokokok koo okskok
echo d popbb VooV
echo d D DV V
echo eee dddd u u D D V V
echoe e d d uubD DV V
echoeeee d d u u D DV V
echo e d d uubD D VYV
echo eeee dddd uuu DDDD v
echo skkkkiokkdokiokkiokokokiokkdokioksdokiokskdoktokkokskdokdokskdoktokok ok dokskokkokok
echo GCC 222 1 222
echoGC G 2 2 v v 111 2 2
echo G 2 v v 1 2
echo C 2 VvV 1 2
echo G G 2 VvV 1 2
echoGC G 2 v 1 2
echo GCCC 22222 v 11111 22222
echo sekisokiokkokiokkdokiokokioksdokoksiokokiokskokatokskdoksidokdokskdokdokok ok dokskdokkokok
echo NN N SSS [
echoNN N ooo nnnn S S pppp nnnn
echoNNN o o n n S b p i n n
echoNNN o o n n S P p i n n
echoN NN o o n n S pppp i n n
echoN NN o o n n S S p i n n
echoN N ooo n n SSS p iii n n
echo sekiokiokkokiokkdokokokiokskdoktoksokiokskdoksiokokdoksokokok ook ok dokskdokskokok
echo SSS CCC A TTTTT
echoS S C C AA T SSS t @aaaa r rr t
echo S C A A T s s ttttt a rr r ttttt
echo S C A A T S t aaaa r t
echo S C G AAAAA T S t a a r t
echoS S C C A A T s s tt a aa r tt
echo SSS CCC A A T SSS t aaa r t
' 1 2 3 t 4 ' 5 t 6 ' T—
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Rt | LB R S B A L HEMTWIEFE > AT & eduDV

1 t 2 = 3 = 4 = 5 = 6 = T—
echo kksekkskorsoriskorokokokokokkokaiokskiskoksokakskoksokakookokokokokokokkskorokokskok
echo [c2v12n_%1 DV-Xalpha (SCAT) start] > c2vi2n_%1_time. txt
time < %dvdir%¥data¥return.key | find ”.” >> c2vi2n_%1_time. txt
goto scatrun
-scatrun
call %dvdir%¥exec¥dvscat
if exist converge.bat goto dell
goto contl
‘dell
del converge. bat
goto contl
scont1
if exist convd. txt goto del2
goto cont2
‘del2
del convd. txt
goto cont2
scont2
if exist notconv. txt goto del3
goto cont3
‘del3
del notconv. txt
goto cont3
scont3
call %dvdir%¥exec¥cnvchk150
call converge. bat
if exist convd. txt goto cont4
if exist notconv. txt goto cont4
del converge. bat
goto scatrun
‘cont4
echo [c2v12n_%1 DV-Xalpha (SCAT) end] >> c2v12n_%1_time. txt
time < %dvdir%¥data¥return.key | find ”.” >> c2vi2n_%1_time. txt
echo skkkkiokkdokiokkdokbokkiokkdokioksokiokskdoktokkdokskdoktokskdoktokok ok dokskdokkokok

echo SSS CCC A TTTTT d
echoS S C C AA T nnnn d
echo S C A A T eee n n dddd
echo S C A A T e en nd d
echo S C C AAAAA T eeee n n d d
echoS S C C A A T e n nd d
echo SSS CCC A A T eeee n n dddd

echo sekiokiokskokiokkdokokokiokskdoktoksioktoksioktokskdokaiookdokskokdokskdokdokskdokdokok
del converge. bat

echo sekisokiokskokiokkdokokokiokskdokoksokokskoksiokokdoksokoksk ook dokdokokokskokok
echo GCC 000 NN N TTTTT RRRR DDDD A L L

echoC C 0O O NN N T R RD D AAL L
echo C 0O O NNN T R RD DA AL L
echo C 0O O NNN T RRRR- D D A AL L
echoC C 0O O N NN T R R D D AMAAL L
echoC C 0O O N NN T R RD DA AL L
echo CCC 000 N N T R R DDDD A A LLLLL LELLL

echo skkkiiksklkiikkiiskkiikkkkiskkkkokkkkoskkokakskkkorokskokokodokokokok
call %dvdir%¥exec¥contrdal |
dir/w *. sca
echo skkkkiksikiiskkiokiikkkikkkkkskkkkokkokakoiokkokakokskokorokkokokokokokokok
echo NN N EEEEE TTTTT CCC
f 1 } 2 f 3 t 4 } 5 } 6 } 71—
1
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Rt | LB R S B A L HEMTWIEFE > AT & eduDV

- 2 = 3 = 4 = 5 = 6 = T—
echo N
echo N
echo N
echo N
echo N
echo N N EEEEE CGC

echo Skeskekskesk ok skesk ok sk sk sk ok sk sk sk sk sk sk sk sk sk sk sk sk sk skesk sk sk sk sk sk sk sk ok sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk ok sk
call %dvdir%¥exec¥netc

echo Skeskekskesk ok skesk ok sk sk skok sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk ok sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk ok sk
echo BBBB NN N DDDD 000 DDDD  RRRR

OOOOO

C
C

—

echoB B NNND DO OD DR R
echoB B NNN D D O OD DR R
echoBBBBL NNN D D O O D D RRRR
echoB B NND DO OD DR R
echoB B NND DO OD DR R
echo BBBB N N DDDD 000 DDDD R R

echo skkskskekskskskokokokskskskskskokokokokokokokokokokokokokokokskskskskskskskskokokokskokokokokokokskskskskskoksksk ok ok

call %dvdir%¥exec¥bndodr
EChO  kkskokoksksksokokoksksokokskeksokokokkokokok ok sk okok ko skokok sk kok ok ok ok ok sk okok ok

echo PPPP 000 PPPP A NN N L SSS
echoP P 0O OP P AA NN NL S S
echoP P 0O OP P A A NNNTL S

echo PPPP 0 O PPPP A A NNN L S

echo P 0 0P AAAAA- N NN L S
echo P 0 0P A A NN L S S
echo P 000 P A AN N LLLLL SSS

BCho skkskkkkkiisisokskkkokokskakosokkikokskaksoookokkkokokskakootokkokrokokokakaodofokokokok
call %dvdir%¥exec¥popanls

rename FO8P FO8P_S
echo kksokororsokiororokoksoksororsokokoroksokorkokoksoksoksorkokokorksokokdok

echo PPPP 000 PPPP A NN N L
echoP P O OP P AA NN NL
echoP P 0O OFP P A A NNNTL
echo PPPP 0 O PPPP A A NNN L
echo P 0 0P AAAAA- N NN L
echo P 0 0P A A NN L
echo P 000 P A AN N LLLLL

eCho skksksksksksrskskekokskskskskskokskskskskskokokskskskskokokskskskoskskokokskskskskokokskskskoskskokskskskskskokokokskok

call %dvdir%¥exec¥popanl
BCho skkskkkkkkisisokskkkokokaksksoskokkiokokskakeoookokkkokokakaksotokkokrokokokakaodotokokokok

echo A TTTTT L ITITT SSS  TTTIT
echo A A T L I S S T
echo A A T L I S T
echo A A T L I S T
echo AAAAA T L I S T
echo A A T L I S S T
echo A A T LLLLL TTITT  SSS T

echo skkskskskssrskskekokskskskskskskskskskskokokokskskskskokokskskokoskskokokskskskskokokskskskskskokskskskskskskokokskok

call %dvdir%¥exec¥atlist >atlist.out
eCho seksokokskskstokokokskssokokskaksokokokaksokkoksksksokokskakstokokskakskookokakakookokokkookok ko okokok

echo BBBB L L ITI1T SSS  TTTTT
echoB B L L I S S T
echoB B L L I S T
echo BBBB L L I S T
echoB B L L I S T
echoB B L L I S S T
= 1 2 3 = 4 = 5 6 1—
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Rt | LB R S B A L HEMTWIEFE > AT & eduDV

: 1 t 2 : 3 : 4 : 5 : 6 : 71—
echo BBBB  LLLLL LLLLL TIITIIT  SSS T

ECho skokskskokskskokoksksoksksokoksksokokskokokskskokskskokokskskokkeokokskookokakokokskkokskekkokskkokkokok ok

call %dvdir%¥exec¥bllist >bllist.out

EChO skokskskokskskokoksksoksksokokaksokokskokokskskokskkokokskkokskokskokokskafokokskkokskokokkkok ok ok

echo PPPP  RRRR EEEEE SSS  TTTTT  SSS

echoP P R R E S S T S S
echoP P R R E S T S
echo PPPP° RRRR  EEEE S T S
echo P R R E S T S
echo P R R E S S T S S
echo P R R EEEEE  SSS T SSS

echo skkskskekskskskokskokoksksksksokakakakokokokakakokakskokokokskskskskskskskskokskokskokokokskokokskskskskskoksk sk sk ok

call %dvdir%¥exec¥prests
BChO sekskokokskskaksksksksokokokakokokskakaksksookokokokskakskskokookokokokokskakkokookokokok sk akkkokkkokok

echoW W A V VN NU UM M

echoW W AA V V NN N U U MM MW
echoW W A AV V NNNU UMMM
echoWWWwW A AV V NNN U UMMM
echoWWW AAAAAV V NN U UM M
echoWwwwy A A VV NN U UM M

echoW W A A v N N UWU M M
eCho skkskskskskskskskskokokokokskskokokokokokokokokokaKokoRoK KRR KRR KRRk Rk ok ok kKRR KRR KRR R KKK oK

call %dvdir%¥exec¥wavnum <%dvdir%¥data¥zero
EChO  ,kskokoksksksokokokskskokokokskekokokokkokokok kR sk okok kR ok sk kokokok ok ok sk okok ok

echoM M A K K EEEEE L 000 4
echo MMM AA K K E L 0 0 44
echo MMM A A KK E L 0 00 414
echo MMM A A KK EEEE L 000 4 4
echo M M AAAAA K K E L 00 0 44444
echoM M A A K K E L 0 0 4

echoM M A A K K EEEEE LLLLL 000 4
echo xkrkkkkkkkkkkkkkkkkikkkkkkkkkkikkkkkilkllllllllolforolollokofokokok

call %dvdir%¥exec¥makel04 <%dvdir%¥data¥three
eCho seksokokskskstokokokskstookskskaksookskaksokokoksksksokskskakstokokskakoksokokskaksokokskkookokkokokokok

echo L V. V L SSS H H M M
echo L vV VL S S H H MM MM
echo L vV VL S H H MMM
echo L vV VL S HHHHH M M M
echo L vV VL S H H M M
echo L Vv L S S H HM M
echo LLLLL V LLLLL  SSS H H M M

echo sksksksksksrskskekokskskskskskskskskskskokokokskskskskokokskskkoskskokokskskskokokskskokskoskskokskskskskskkokokskok

call %dvdir%¥exec¥!lvlshm
eCho  sekstokokskskstokokokskskookokskaksookokaksokokokskskskokokskaksokokskaksksokokakakookokok ook ok ko kokokok

echoH H L GGG A PPPP
echoH H L G G AA P P
echoH H L G A AP P
echo HHHHH L G GGG A A PPPP
echoH H L G G AAAAA P
echoH H L G G A AP
echoH H LLLLL GGG A A P

echo skksksksksksrskskekokskskskskskskskskskskokokskskskskskokokskskokoskskskokskskskoskokokskskskskskokskskskskskskokokskok

call %dvdir%¥exec¥hlgap
BChO skskskkskskaksioistsokkokakokskakstotsookkokokskaksoosookkkokokskakakofookokokokskskakotokoookok

echoH H L GGG A PPPP SSS
echoH H L G G AA P P S S
: 1 " 2 : 3 } 4 . 5 t 6 t T
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] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

= 1 t 2 - 3 = 4 5 6 T—
echoH H L G A AP P S
echo HHHHH L G GGG A A PPPP S
echoH H L G G AAAAA P S
echoH H L G G A AP S S
echoH H LLLLL GGG A A P SSS
echo Skeskekskesk ok skesk ok sk sk skok sk sk sk ok sk sk sk sk sk sk sk sk sk skesk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk sk ok sk
call %dvdir%¥exec¥hlgaps
type 08
type f08e
if exist notconv. txt goto notconv
del convd. txt
goto end
-notconv
echo;
echo Skeskeokskesk ke skesk ok sk sk skok sk sk ok sk ok sk sk sk sk sk sk sk sk sk skesk sk sk sk sk sk sk sk sk sk ok sk sk ok sk sk sk sk sk sk skesk sk sk sk sk ok sk
echo skx WARNING ** WARNING s« WARNING ** WARNING ** WARNING sx
echo Skeskeokskesk ok skesk ok sk sk skok sk sk sk ok sk sk sk sk sk sk sk sk sk skesk sk sk sk skesk sk sk sk sk ok sk sk sk sk sk sk sk sk sk skesk sk sk sk sk ok sk
echo *xx SCAT (NonSpin version) has not been converged yet. s%x
echo Skeskeokskesk ok skesk ok sk sk skok sk sk sk ok sk sk sk sk sk sk sk sk sk skesk sk sk sk sk ok sk sk sk sk ok sk sk sk sk sk ok sk sk sk skesk sk sk sk sk ok sk
echo skx WARNING ** WARNING s« WARNING ** WARNING ** WARNING skx
echo Skeskeokskesk ok skesk ok sk sk skok sk sk sk ok sk sk sk sk sk sk sk sk sk skesk sk sk sk skeok sk sk sk sk ok sk sk ok sk sk sk sk sk sk skesk sk sk sk sk ok sk
del notconv. txt
goto end
errl
echo *+xkxERROR#x* fO1 already exist
goto end
err2
echo *+xkxERROR#x* f25 already exist
goto end
errd
echo *+xERROR*+x F05 not exist
goto end
end
= 1 t 2 = 3 t 4 5 6 1—
3-4-7. [c:¥dvxa¥data¥c2v12_H20. txt]
= 1 t 2 = 3 t 4 5 6 1—
8
1
0.9579
104. 50
= 1 ' 2 = 3 t 4 5 6 1—
4. Auto-eduDV CTHEIA 1SN BT —X D& >
SEFICHI AR OBR Y, AL S E LR OGT 5 iR[27THZ S # S v TV D 1.
4-1. ¢ ¥dvxa¥data¥a?_*. txt o
— R TJETN T, Ag BIS T Doon SR B« 5 (Ny), B:32(0y) , HiF(Cly) y
ANENTHAHEHR: O: ADFRTES °X
@ : A-A DOFEEHEEAR)
No. A, A A-A
1 H; 1 0.7414

© Genta Sakane 2013 18



] | L BB K 2 B A L A

2 N2 7 1.0977
3 O2 8 1.2075
4 Fe 9 1.4119
5 Clz 17 1.9878
6 Brs 35 2.2811
7 I» 53 2.6663

4-2. ¢ ¥dvxa¥data¥ab_*. txt

— B TJRF5F, AB LS TF(Cooy TR B : —m2fLERFE(CO), HifkASE(HC)

ANENTHBER: O: ADFTES
@ :BORTESE
® : A-B D5 HEEEA)

HE RS THLERTE Y AT A eduDV

No. AB A B A-B
1 HF 1 9 0.9169
2 HCl 1 17 1.2746
3 HBr 1 35 1.4145
4 HI 1 53 1.6090
5 6{0) 6 8 1.1282
6 NO 7 8 1.1508

4-3. ¢ ¥dvxa¥data¥ab2 *. txt

— 4 ABy(B-A—B)45FDegpy K15)

ANTENTWDIER: O: ADFETES
@ : BoOFA+EE
@ : A-B D5 A IHEEA)

Bl - “REEHR(CO,Y), “HiLHH(CS,

No. | AB, A B A-B
1 CO; 6 8 1.1600
2 CS2 6 16  1.5525
3 KrF; 36 9 1.8769
4 XeF; 54 9 1.9744
5 | HgCl, 80 17 2.252

4-4. ¢ ¥dvxa¥data¥a2b2_*. txt

— [HH ApBo(B-A-A-B)T S5 (Do X1

ADERTHBIER : O: ADFETEE
@ : BOFRTES
@ : A-A OFEAIEEEAR)
@ : A-B OfEAHEEEAR)

il . 7&F 1> (H-C=C—H)

) z
y
°X

(@=C)=(=)

No. A,B, A B A-A A-B
1 CoHe 6 1 1.2024
2 Hgolo 80 53 2.69 2.68

&
5
1.0625 é
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] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

4-5. ¢ ¥dvxa¥data¥abc_*. txt

— [E ABC B3 T-(Copy 1) il : 27 L ALARFEHCN)

ANENTOBEE : O ADFRTES

© : B DR TES
® : COFF&ES
@ : A-B OREAIRAER)
® : B-C Ok A IRAER)

No. | ABC A B C A-B B-C
1 HCN 1 6 7 1.0650 1.1532
2 FCN 9 6 7 1.264 1.157
3 CICN 17 6 7 1.629 1.161
4 BrCN 35 6 7 1.787 1.160

4-6. ¢ ¥dvxa¥data¥abcd *. txt

— [EH% ABCD 155 F(Copy X

ANTENTWDIER: O: ADFETES

@ : BOEA+EE

@ : COFEFFEE

@ : D DOFTES

® : A-B O EIHEEA)
® : B-C ofE & HiEEA)
@ : C-D O#EAHEHEA)
A
1

B C D AB B-C | C-D
6 7 8 1.027 1.168 1.199

No. ABC
1 HCNO

4-7. ¢ ¥dvxa¥data¥c2vi2_*. txt

— AR ABo T3 1-(Coy xR #il = K(Hp0), Hifk/kE(HyS), A 2 (03)

ADENTWDIER A DRTES

: BORT&E S

. A-B OFE A HEEER)
: B-A-B O A (%)

CISKCRS)

No. AB; A B A-B /ZB-A-B
1 H20 8 1 0.9579 104.50
2 H2S 16 1 1.3366 87.77
3 Os 8 8 1.2716 117.79
4 SOq 16 8 1.4308 119.33
5 NO: 7 8 1.1946 133.85
6 SF 16 9 1.5875 98.05
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] | L BB K 2 B A L A

HE RS THLERTE Y AT A eduDV

7 SClz 16 17 2.015 102.7
8 ClO2 17 8 1.4698 117.40
9 Cl.0 8 17 1.6959 110.89
10 GeCl: 32 17 2.183 100.3
11 GeFs 32 9 1.7321 97.15
12 OF: 8 9 1.4052 103.07
13 SeOq 34 9 1.6076 113.83
14 SiF2 14 9 1.590 100.8

4-8. ¢ ¥dvxa¥data¥c3v13_*. txt

— =48k ABg Fil4yF(Cay XHFH)

Bl : 7' =7 (NHg), mA7 1> (PHg)

ANENTWALEHR: O: ADFRTFES
@ : BORTES
® : A-B OFEA HERER)
@ : B-A-B D AEE(°)

No. AB; A B A-B /ZB—-A-B
1 NH; 7 1 1.012 106.7
2 PH; 15 1 1.561 97.7
3 AsH3; 33 1 1.513 92.1
4 SbH3 51 1 1.704 91.6
5 NFs 7 9 1.365 102.4
6 PF3 15 9 1.561 97.7
7 AsFs 33 9 1.710 96.0
8 NCls 7 17 1.759 107.1
9 PCls 15 17 2.039 100.8
10 AsCls 33 17 2.166 98.6
11 SbCls 51 17 2.323 97.1
12 BiCls 83 17 2.424 97.5
13 PBrs 15 35 2.216 101.0
14 AsBrs 33 35 2.324 99.6
15 BiBrs 83 35 2.63 90
16 Asls 33 53 2.557 100.2
17 Prls 59 53 2.901 114
18 GdlIs 64 53 2.840 116
19 LuCls 71 17 2.417 115
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] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

4-9. ¢c:¥dvxa¥data¥d2h24 *. txt Z

— TF L UI(ANB )5y (Dop FR) il 1 =F L i (CoHy), MRk — %R (NpOy)

AHERTVBIER - D:ADETFER y
@ : B OJEFES
@ : A-A OFEAHHER) "X
@ : A-B OFEAIEEER)
® : B-A-B O fi£(°)
No. A,B, A B A—A A-B /B-A-B

1 CeH,4 6 1 1.339 1.087 117.4

2 CoF4 6 9 1.31 1.319 112.4

3 C2Cly 6 17 1.354 1.718 115.7

4 N204(548) 7 8 1.782 1.190 135.4

5 N204(E+8) 7 8 1.64 1.17 108

4-10. ¢ ¥dvxa¥data¥d3d26_*. txt

- T & A V) (AoBg i) 73 7-(D3g XiFr)
il : =% 2 (CyHg), ~FH 7 A m & (CoFg)

ADENTWDIFH A DRTES

: BORTES

D A-A OFEEHERER)
. A-B OFEA HERER)
: A-A-B O ()

@B

No. A,Bg A B A-A A—B
1 Cz2Hs 6 1 1.5351 1.0940
CqFs 6 9 1.545 1.326

4-11. ¢ ¥dvxa¥data¥d3h13_x*. txt

— FH IE =4 ABg Bl 1-(Dgp ) il =7 {7 FBFy)

ATTENTWDIER O: ADFETEHES
@ : BOFRTEE
@ : A-B DA IHEEA)
No. AB; A B A—B
1 BFs 5 9 1.3070
2 BCls 5 17 1.742
3 BBrs 5 35 1.893
4 BIs 5 53 2.118

© Genta Sakane 2013 22



] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

4-12. c:¥dvxa¥data¥d4h14_*. txt
— SEHEIESTE[AB4" UG A 4 2 (Dgpy KR 61: 7 157 2 U FEA&ADEEA 4> (PtCly12)
ATTENTWDIEH - A DFRFES
A Ok OBXER)
: BORFES
: Bk OBXER)
1 A-B OFEAEEEA)

OB

No. | AB,”™™ A aomiix B Bomixk A-B s — X
1 | [PtCLJ> 78 2 17 -1 2.308
2 | [PdCl]2” 46 2 17 -1 2.318
3 | [AuCld™ 179 3 17 -1 2.282 Xk 1

3Tk 1) A.V.Polishchuk, E.T.Karaseva, M.A.Pushilin (2009) Acta Crystallogr., Sect. E: Struct.Rep.Online, 65, m1377.

4-13. ¢ ¥dvxa¥data¥d6h66 *. txt
— FHEHIEAATY AgBg s+ (Dgn XIFR) il : <€ (CgHg)

0
AERTODHER : D : ADKHTHS ® 9‘
@ : B DA ,Q
® : A-A DR AR B
@ : A-B O AR
No. AsBs A B A-A A-B BET—4
1 | CHse 6 1 1.399 1.101
2 CeFe 6 9 1.378 1.334 3k 1
3 | CCls 6 17  1.402 1.713 3k 2
4 | CBrs 6 35 1400 1.881 SOk 3
5 Céls 6 53  1.399 2.109 ik 4

3Zik 1) H.Shorafa, D.Mollenhauer, B.Paulus, K.Seppelt (2009) Angew. Chem., Int. Ed.,48, 5845.

SCik 2) Thai Thanh Thu Bui, S.Dahaoui, C.Lecomte, G.R.Desiraju, E.Espinosa (2009) Angew. Chem., Int. Ed., 48, 3838.
3Cik 3) C.M.Reddy, M. T.Kirchner, R.C.Gundakaram, K.A.Padmanabhan, G.R.Desiraju (2006) Chem.-Eur.J.,12, 2222.
SCik 4) S.Ghosh, C.M.Reddy, G.R.Desiraju (2007) Acta Crystallogr., Sect. E: Struct. Rep. Online, 63, 0910.

4-14. ¢ ¥dvxa¥data¥tdi14_*. txt 4
— IEMAE{R ABg B0y 1-(Tg X1 il : A % 2 (CHy), PUHiflRFE(CCly)

ANENTHBIER: O: ADFETES
@ : BOFRTEE

® : A-B DA HHER) y
No. AB, A B A-B
1 CH, 6 1 1.0870
2 CF4 6 9 1.3193
3 CCl4 6 17 1.767
4 CBr, 6 35 1.942
5 SiH4 14 1 1.4707
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] | L BB K 2 B A L A

HE RS THLERTE Y AT A eduDV

6 SiF4 14 9 1.5540
7 SiCly 14 17 2.019
8 TiCl4 22 17 2.170
9 TiBrs 22 35 2.339
10 VCly 23 17 2.138
11 GeH4 32 1 1.5143
12 GeCly 32 17 2.113
13 GeBrs 32 35 2.272
14 ZrF4 40 9 1.90
15 ZrCl4 40 17 2.328
16 RuOy4 44 8 1.706
17 SnH4 50 1 1.6909
18 SnCly 50 17 2.281
19 XeO4 54 8 1.736
20 HfCly4 72 17 2.316
21 0s04 76 8 1.712
22 ThF4 90 9 2.14
23 ThCl4 90 17 2.567

4-15. ¢c:¥dvxa¥data¥oh16 *. txt

— TEJ\EE ABg 443 7-(Op ##5)

ANTENTODIER

@ : ADRFFE
@ : BORFF
® : A-B O A HEER)

z
il - N7 v {Lhi#(SFg), A7 v{tY T > (UFg)
(ll'a’)

No.| ABs A B A-B
1| SFé 16 9 15607
2 | SeFs 84 9 1685
3 | MoFs 42 9  1.820
4 | TeFé 52 9 1.815
5 | WF¢ 74 9  1.832
6 | ReFe 175 9  1.832
7 | OsFe 176 9  1.831
8 | mFs 177 9  1.830
9 | UFs 92 9 1.9962
10 | NpFe 93 9  1.981
11 | PuFe 94 9 1971

1

= S

7
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4-16. c:¥dvxa¥data¥td144_*. txt

— EME A ABC)4 55y 1-(Ty XI5 0 7 b7 HAR=L = ABER(NI(CO),))

ARSI TV DI - A DRTEE
: BORTE S
: CORTHR
: A-B Ot BERER)
: B-C ot & BEfEA)

OB

No. | A(BC), A B C A-B B—C
1 | [Ni(CO)d 28 6 8 1.838 1.141

4-17. ¢ ¥dvxa¥data¥oh166_*. txt

— EJ\H ABC)g 243 1-(Op #F) il - ~FHHAR=L T B LEER(Cr(CO)g)

ANENTHAEEHR: O: ADFTES
@ : BORFEFS
@ : CORTFZ
@ : A-B OFEAEEHER)
® : B-C Of5A HHEtE(A)
B
No. | A(BC)s A B C A-B B-C
1 | [Cr(CO)] 24 6 8 1.92 1.16
2 [V(CO)e] 23 6 8 2.015 1.138
3 | [Mo(CO)s] 42 6 8 2.063 1.145
4 | [W(C0O)e] T4 6 8 2.059 1.149
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4-18. ¢ ¥dvxa¥data¥mh206_*. txt
— M(H20)g BLT 77 788 A A 2 (Dopy ) 6l : ~F47 2 7 =31 FADEERA 4 ([Co(Hp0)g]2H)

XK O LRI ORI BN, K TOHETEDTEZD E DXz sd. Ko+ 0 O-H iR
B /ZH-O-H XEE THB. 72721, FEEDOMME0)6]n* 0 B G X ARSI T, KO TFDKFEONEIZE
L Cid Do RIFRITIT 72 o TR, ZOFE T, KO TOKFZEOMNBEIZEL TUEIHL T TELHAETH S.

ANENTWDE®R: O: MOKRTFES ‘
@ : M-0 DOfEE HEREAR) H
@ : “n+” ®nOfE (M DOEE{LE) s

No. | [M(HO)]™ M M-O [ ol
1 [Co(H20)el2+ 27  2.085 2
2 [Co(H20)el3* 27  2.085 3
3 [Ni(H:0)e]2+ 28  2.079 2
4 [Ti(H20)6l3* 22  2.066 3
5 [Ti(H:0)6l++ 22  2.066 4
6 [VH0)el2+ 23  2.129 2
7 [VH0)el3+ 23  2.129 3
8 [Cr(H:0)6l2+ 24  1.997 2
9 [Cr(H20)el3+ 24  1.997 3
10 | [Mn(H:0)l2+ 25 2.189 2
11 | [Fe(H:0)6l2+ 26 2.085 2
12 | [Fe(H20)]>* 26 2.085 3
18 | [Zn(H:0)el2* 80  2.097 2
14 | [Ru(H:20)el3+ 44 2.074 3
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] | L BB K 2 B A L A

4-19. c:¥dvxa¥data¥ml4_*. txt
- IENERMLg R EE A G (T g 7
il : 7 b7 27 mY Kau ADEEA 42 ([CoCly]2™)

HE RS THLERTE Y AT A eduDV

ANERTVWBER : O: MOFEFES
@ : M Otk FEEN)
@ : LOFEFEH S
@ : L ol GBER)
® : M-L O A BEEA)
No. | [MLJ]™ M wmomwx L Lomix M-L
1 [CoCld2™ 27 2 17 2.254
2 [CoBri2~ 27 2 35 2.384
3 [Cols2 27 2 53 2.594
4-20. ¢:¥dvxa¥data¥ml 6 *. txt
—  ENERMLINNEE ¢ A2 (O %)
il ~FH 74 Y Rasur kADEEA 4 (CoFgl3))
y
ANENTVWBER: O: MOFRTES @Eigg:
@ : M ORe{LEk GBERT)
@ : LOFT+ES
@ : L ofigb# OE=Ew)
® : M-L O A BERER)
No. | [MLg]™ M  wmommx L M-L
1 [CrFel3™ 24 3 9 1.870
2 | [CrCll® 24 3 17 -1 2.335
3 [CrBr¢]l3 24 3 35 -1 2.577
4 [CrIgl3™ 24 3 53 -1 2.782
4-21. ¢ ¥dvxa¥data¥atom *. txt P

- HE A GHRRfE 2 H L 7av)
Bl FEROKEZEMH)DS T F =7 A(PwWE T

ADENTOSIEH : O ADKFTHES

4-22. ¢ ¥dvxa¥data¥ion_ *. txt

— BFAA A4 Ant GFFRfLIE 246 L 72 0)
Bl =Afid =30 kLR TR A A2 (Co3t)

ADENTOSIEH . O ADKFTHES
@ : A DR LB EER)

X <
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Rt | LB R S B A L HEMTWIEFE > AT & eduDV

5. Auto-eduDV HEREDFE N7

5-1. BITT 4 X #EIT 5. DV-Xa EHAIBREORENE T LWL, BT 4 XD LEDJ
WZhH DY —n"— EiZkENG, XYZ2F01, MAKEF25, MAKEF05, DVSCAT, POPANL, POPANLS,
NETC, BNDODR, WAVNUM..., eduDV...t W o 7=R X U NFEREINTWDITT THD. 612, Fi
ITTF 4 ABEEHDO NDOFIZH D AT —X AN— EIZ3EN) D, MAKELO4..., LVLSHM, DVPLOT...,
MAKECO04D..., CONTRD, CONTRDALL, VESTA, i7" n=7, aw/p 7' a/7 bW\ o7 R ¥ U RERE
TV TH 5.

FATT 4 ZNEE L TWDIREET, F—R—FD [Ctrl] + E Z4f81X DV-XaUser Menu & \»
IAA MIVDR Y TT v T A= a—NEREN, DV-Xa [ZHET L~ 0 Z2@RTDHZENTE S,

F—AR— FO[Ctrl] & — &N DX —Z RIFFZFITHIEIL, MIIZLTO XS 2flAasdbEnd s, £
nNEh, BEEShTWhr~ 7ozt 5.

[Ctrl] + 1 XYZ2F01 [Ctrl] + 2 MAKEF25
[Ctrl] + 3 MAKEFO05 [Ctrl] + 4 DVSCAT
[Ctrl]l + 5 POPANL [Ctrl] + 6 POPANLS
[Ctrl] + 7 NETC [Ctrl] + 8 BNDODR
[Ctrl] + 9 WAVNUM... [Ctrl] + 0 eduDV...
Flo, F—AR—FDT7 77 arF—(F1~F)IZIL, ZNENUTO~7 e RNED L TornTWn5S.
F1 MAKELOA4... F2 LVLSHM F3 DVPLOT...
F4 MAKECO04D... F5 CONTRD F6 CONTRDALL
F7 VESTA F8 = x7m—35 F9 a~<yFFar7 b

FBHTT 4 ZDHAA SR —=D~7aME7 Vv 7 3iuE, BRI Wb~ 7 an Vg A=
2—TmRaEIND (WITAX—FT), FTT7T7T—H, aff{ft72EOV T A= —NdH D).

XYZ2F01 * xyz % FO1 (22 #

MAKEF25 STREER 7 1 7 2 MAKEF25 0 3347

MAKEF05 FO1 /5 FO5 % 1Efk

DVSCAT DV-XaiEAK T 1 75 1 SCAT DFAT

POPANL < U U RE 2 L— g URT

POPANLS ~ U TR 2 b—a SR (L0 FEMZe A )
NETC A% E i (net charge) K 5

BNDODR BRNIERE S BN A RO D

WAVNUM... BB B DFE S AR D

eduDV... HE R THLERE AT 2 eduDV OELE)

75 RE—FFIN— MAKEUNITC..., MAKELAT..., DISPLAT..., 137> 7 ffiH
75I7F—4 - MAKELO4..., LVLSHM, MAKEDO4..., 137> 7 fl%H
QI — DVPLOT..., MAKEC04D..., CONTRD, (%7~ 5 fiff

Z Dttt — HLGAP, HLGAPS, PRESTS, 3/ 4 ffi}H

WA~ v — T RAFu—5 awr a7, #iiz
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] LI BEA R 2 B2 L

HE MY THE

5-2. YV — ) x— LD eduDV... "% &7 ) v 795 (FX).

27 A ILF)

® (EF)

RBE(F)

(EE) [Shift-15] [CR+LF] - &1L
ER(V)

W X OF Of ¢l 2¢ (R BA

#BE(S) D> EI(W) TH0OM) ZOM(0)

L. =] EIF) xvZ2F01 MAKEF25 MAKEFOS DVSCAT POPANL POPANLS NETC BNDODR WAVNUM...

[E=3 BN =

eduDV...

IF 1 1] | 40 | 50

0 |
1| [E0F]

HBERE

73 ?%Ln'l'% AT

T AT 2 eduDV

eduDV (Auto-eduDV #gE
S) Zicdpgind dDNY Y
0w (LY ERPCO
malEdyvT) 93,

b I b

MAKELO4... LVLSHM DVPLOT... MAKECD4...| CONTRD CONTRD... VESTA | R T 0.

-3

HHWNE, F—AR— FTICtrllF—Z2 M L 2R 5 Fo0]F—2 ML ThEEI T& 5 ([Ctrl]+0).

—Z& FO1T7® 00. Automatic [F—Z EE81AST] %

X2 FRAT )= THYT).

5-3.eduDV D7 N K7 v A =2 —DHNG,
BE (PCOBAITI~TATIZ Y v T, T Ly hOES

B3 (B=) [Shift-11S] [CR+LF] - AL
IFTILF) E|EE) F=n(V) #F(S)

i X OF € I 2€
E (EF)

[E=3 EER (=3

D ED(W) THOM)  ZOA(0)
®” B

. /= EE xYzZ2F01 MAKEF25 MAKEFOS DVSCAT POPANL POPANLS NETC BNDODR WAVNUM... eduDV..

o

1 1537 1 [en 1 150 1 60 1 [r0 1] 1 [50 1 [i00, [iio 1 |

B |
1|[EoFT

=

0
0

[~

0

o

07

4

MAKELO4...

00.
01. 0
. CoovillT [BE—EFHF] ABRSF(—EHLREHEE

Deshiif] [ERABESTF] B-A-BESF(ZEHERERE)...
04.
. Coovilll [ERABCESATF] A-B-CRAF(S 7 ALKERE)...
06.
. C2vilER
08.
09.
10.
11.
12.
13.
14.
15.
16.
17.
18.
19.
20.
21.
22.

Automatic [F—4EEAN] ..

Doshiiff] [EiEA2B2EF] B-A-A-BEAF(FLFL 2B E)...

Coovilffl [ESABCDESF] A-B-C-DEFF(HCNORE)...

CavAlFn
D2hii#E
Dad¥#E
D3h#T#E
DhiElER
DehER
TdHER
OhiER
TdHER
OhiER
D2h3HE
TdER
OhjiER
R L
R L

LVLSHM

RTUEABZESTT] ABZE ST (dobEbkERE)...
[ZA#ABIEST] ABEDT(FEZFRE)..
[TFL-AEFEE)ST] ABAEST(IFL-2RE)...
[T B RUNE)TT] AZBRATF(TYE)...

[FEE=AREDT] ABEST(= I witiasas)..
[FRERAREAA] ABARE1 7 ([PICH12- 2 £)...

[FEFEASHRESF] AGBREIF(N B R E).
[[EOEHFERESF] ABEGF (AL AMEERFRE)...
[ENEHFEST] ABSRESF(R I v LEERE)...
[EEmE#FRESF] [ABCHIREH([NI(COMIRE)...
[E/\E#FESF] [A(BC)6IREH([Cr(CO)61RE). .
[ENEFRA 7] [M{H20)6In+ PH7EA A2 ...
[[EOEHFE ] [M(L)4In+ or [M(L}4]n- &1 A2,

[ENE#HREA 7] [M(L)6In+ or [M(L)6]n- &+ A,

[EET] EFNEBSERD &R EICBHTT ..

[EETA>] EFOEBRERS L& ECEHTT..

T

DVPLOT... MAKECD4... | CONTRD

CONTRD...

OO0. Automatic
(—5B&8AN] ..
ZD0UwD (FvD)

VESTA 0707 BV i A
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] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

5-4. Auto-eduDV D7 V20 o A =a— (BT 558 (BEUDT0OR) THHESHE 2 EOY AT
L) oG, FELEV (VESTA THRFHLE, iz =Joordifb Lz Jf, of, A4
DIFT DV AT LEERT 5.

B3 (B=) [Shift-11S] [CR+LF] - AL [f|[-@]| =2
I7FAILF) |EE) FR(NV) #®FS) D0rRo(wW) To0OM)  E0Of(0)

W I 0T (E e[ 2¢ (2 1@ T &= BE xvzFol MAKEF2S MAKEFOS DVSCAT POPANL POPANLS NETC BNDODR WAVNUM... eduD\..

= (EF)

B 0 |
1[0
AUTO 01. Dechii#l [FE_EFHF] AZBDF(H2, 02, N22 &)...
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NCI3 =iE(kERSF J AP VR

PCI3 =LV AT S AP AR
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P 5+ (BEE: v ) [ionn] S 6+ (E&{tE: vI) [lionn] Pd 4+ (EHEEN: IV ) lionn)
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Structural models
— — > 3 I} [¥] Show madels
A== T’ Edit Data 4’ [7] Show dot surface
N s . Style
Zi& (Y, Volumetric Q| o satandsit ‘
N N ©) Space-filling
Data... ;Lflg/g’ d’p ©) Polyhedral
©) Wireframe
Isosurface @ Import é o stk
ﬁf& “/7‘&7 U D4 7 (& D4 b Vn\usmhetri:dat.a
ow sections
7) L, #iEVEE)R B
" Style
;&7 7’/])/1/ (*.SCa) ;5_) ® Smooth shading
N Wireframe
#®A T, OK, Apply, Dot surfce "\/c
OREZ U2 (ByF) | | commme <
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Style
‘a— 2. @ Unicolor
Custom color x ¥ z Occ. B Site Sym. i
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Wireframe 20 o1 0.50000 0.50000 0.39340 1.000 1.000 la 1
Wurber of polygons and unique vertices on isosurface = 0 (0) -
2 atoms, 1 bonds, 0 polyhedra; CPU time = 3 ms -
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- fO8p ZNENDOFTEIED, EDORT O EDRFHENS—t b ko
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- FO8P_S fO8p DIFMWITIN %, BERE T E CXBI L7 HuEoFEE  CFFriE 7
7 AV F25 O 4T OO HEOMR & T BN FE RS ND), FHuEf o
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- i08 FIRFOFy b Fr— (WER) BRI TWb. D TOEEE, KK
TOFxy b Fy—UEELEDENE, AitEtuicnd (O 1T2E0Ex
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v (H-C=C-H) HF%iE (V2 U R) LSS, —O0RERFHM
NEQ=1, Z“2DOKFEFFNNEQ=2 L72>TkV, myﬁ—7}<$ﬁﬁﬁ@7§§d3/\
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