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1. IILT®IT

BB R THUERR Y AT A eduDV ZBHFE[1], i L[2], GUI TOEMEZEBI[3,4], S b Zf
F[5-11], RO T v 75 A—R[12]E ~== T /V[13], BLOGRI[14]1% —RAB L TW5. eduDV,
BLORE S, &1 BEREESEO =T —Z it 7 v 7 F & VESTA & & ATZ“DV-XadED 1= D
O XIEBRBE[4)1%, eduDV[1-14], DV-Xai£[15-25], FHHLTT « Z[26], DV-Xaikit B 4B ERH[27),
VESTA[28, 29] AR S CTER Y, HE - HEHNTIIEET (Fh=T 4 FOHRT =T 7T, 7272
L &SRR L TV D 2AED S (ERNREBEO/NY 2 TRADHMERT 28546 OK) ([Zi3F =
TALTYV—HE (THTIv 77 V—HAN-THTIv 77V —HK) B’bd) ETORKEHEET
HZENTED. eduDV, VESTA %5 ATZDV-XalED T2 DFEE KRB DN T IOV TIE, EHEE
& L CTHIIR L 72[30].

[ L BRR KA AL o 2 — DR AR N 2 D2 TIC eduDV, DV-Xaik, HITT 1 4,
DV-Xaik it B R EE, VESTA 31 V' A h—/L &N TRV, &b, e, B, AL,
B bR EOiER - EETIEHNTE 5.

BEMDFIEHR Y AT A eduDV ICEEND 64 HOT 07T 5D H 5, INJRFFHHE T 07T A
atom, atomn 33 X O A A U FHE 7' 1 777 Lvion, ionn 1%, JR7F 5 1 FEOKFZGH) DS 118 FEDA T+
»(1s0g)E THAMIE (R1) OETHITHIELTWAN, EYD 60 MOT 17T L%, JFES 1
FZDOKFZBGH) P BIRTEF 94 ZEDT IV F =1 AePu)E TIZ LS L TW e o7z, AEl, Zih 60
DT 17T LG _XTEYGEL, JRTFES 95 FEDT AU U A(sAm)MN S 118 BD A F Y L (150g)
TR LD THET 5.

e £1. Y% 13 14 15 16 17 | M
Li | Be B C|N|O F | Ne
PEIME 5 4 5 & 7 8 9 wm p|2|® | F|8[Q|a

K|[Ca|Sc|Ti|V |Cr|Mn|Fe |Co|Ni|Cu|Zn|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| *1 |Hf [Ta| W [Re [Os | Ir | Pt [ Au | Hg | Tl | Pb | Bi | Po | At | Rn

*1 |La | Ce | Pr |[Nd |Pm |Sm | Eu |Gd | Tb | Dy [ Ho | Er |Tm | Yb | Lu

*2 | Ac|[Th {Pa| U |Np|Pu |[Am|Cm | Bk | Cf [ Es | Fm |Md | No | Lr
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2. BAZIRIE

HE RS THLERTE Y AT A eduDV

Windows / — kXY = (hp ENVY, CPU: Intel Core 17-4510U, 2.60 GHz, RAM: 16.0 GB, OS:
Windows 10, 64-bit) (Z Open Watcom Fortran77 compiler (V2)[31]% A > A b —)L L7=EBEi & /-,

S BAR T S T 77N

eduDV @D 60 FifD 7' 1 77 A& WET 35 (AMFROSTCEICKHILIED) (TH=0, EIE - B L
TadIh e 77 AT TO®RY THS.

3-1. Fortran 77 7’u 75 A (C:¥dvxa¥scat¥*.f)

c2vl2.f c2vl2n.f c2vl2s.f c3vl3.f c3vl3n.f c3vl3s.f
c8vll.f c8vlll.f c8vllll.f c8vlllln.f c8vlllls.f c8vllln.f
c8vllls.f c8vlln.f c8vlls.f d2h24.f d2h24n.f d2h24s.f
d3d26.f d3d26n. £ d3d26s.f d3hl3.f d3hl3n.f d3hl3s.f
d4hl4d.f d4hldn.f d4hlds. f déeh66. f déhéén. £ déh66s. £
d8hl2.f d8hl2n.f d8hl2s.f d8h2. f d8h22.f d8h22n.f
d8h22s.f d8h2n.f d8h2s.f mh206. £ mh2o06n. £ mh206s.f
ml4.f ml4dn.f ml4ds.f ml6.f mlén. f mlés.f

ohl6.f ohl66.f ohléé6n.f ohl66s.f ohlén.f ohlés.f

tdl4.f tdl44.f tdl44n.f tdl44s.f tdl4n.f tdl4s. £

3-2. Fortran 77 7u 7S ha XA VAR F 7 74 L (C:¥dvxa¥lscat¥*.bat)

lc2v12.bat lc2vl2n.bat lc2vl2s.bat lc3vl3.bat lc3vl3n.bat lc3vl3s.bat
1lc8vll.bat lc8vlll.bat 1lc8v1lll.bat lc8vlllin.bat lc8vlllls.bat 1c8vllln.bat
lc8vllls.bat lc8vlln.bat lc8vlls.bat 1d2h24.bat 1d2h24n.bat 1d2h24s.bat
1d3d26.bat 1d3d26n.bat 1d3d26s.bat 1d3h13.bat 1d3h13n.bat 1d3h13s.bat
1d4hl4.bat 1d4hl4n.bat 1d4hl4ds.bat 1d6h66.bat 1d6h66n.bat 1d6h66s.bat
1d8hl2.bat 1d8hl2n.bat 1d8hl2s.bat 1d8h2.bat 1d8h22.bat 1d8h22n.bat
1d8h22s.bat 1d8h2n.bat 1d8h2s.bat 1mh206.bat 1lmh2o06n.bat 1mh206s.bat
1ml4.bat 1ml4n.bat 1ml4s.bat 1ml6.bat 1lmlén.bat 1mlé6s.bat

lohl6.bat lohl66.bat lohlé66n.bat lohl66s.bat lohlén.bat lohl6s.bat

1tdl4.bat 1td144.bat 1tdl44n.bat 1tdl44s.bat 1tdl4n.bat 1ltdl4s.bat

3-3. Fortran 77 v 75 LEIT7 7 A )V (C:¥dvxa¥object¥*.exe)

c2vl1l2.exe
c8vll.exe

c2v1l2n.exe
c8vlll.exe

c2vl2s.exe
c8vllll.exe

c3vl3.exe
c8vlllln.exe

c3vl3n.exe
c8vlllls.exe

c3vl3s.exe
c8vllln.exe

c8vllls.exe c8vlln.exe c8vlls.exe d2h24 .exe d2h24n.exe d2h24s.exe
d3d26.exe d3d26n.exe d3d26s.exe d3hl3.exe d3hl3n.exe d3hl3s.exe
d4hl4.exe d4hl4n.exe d4hlds.exe d6h66.exe déh66n.exe d6h66s.exe
d8hl2.exe d8hl2n.exe d8hl2s.exe d8h2.exe d8h22.exe d8h22n.exe
d8h22s.exe d8h2n.exe d8h2s.exe mh206 . exe mh2o06n.exe mh206s.exe
ml4.exe ml4n.exe mléds.exe ml6.exe mlén.exe mlés.exe
ohlé6.exe ohl66.exe ohl66n.exe ohl66s.exe ohlén.exe ohlés.exe
tdl4.exe td1l44.exe tdl44n.exe tdl44s.exe tdl4n.exe tdl4s.exe
3-4. BITHNNy F 7 7 4 )L (C¥dvxa¥exec¥*.bat)

a2.bat a2b2.bat a2b2n.bat a2b2n_AUTO.bat a2b2s.bat

a2b2s AUTO.bat a2n.bat a2n_ AUTO.bat a2s.bat a2s_AUTO.bat

ab.bat ab2.bat ab2n.bat ab2n_ AUTO.bat ab2s.bat

ab2s AUTO.bat abc.bat abcd.bat abcdn.bat abcdn AUTO.bat

abcds.bat abcds_AUTO.bat abcn.bat abcn AUTO.bat abcs.bat

abcs AUTO.bat abn.bat abn_ AUTO.bat abs.bat abs_AUTO.bat

c2vl2.bat c2vl2n.bat c2vl2n AUTO.bat c2vl2s.bat c2vl2s AUTO.bat

c3vl3.bat c3vl3n.bat c3vl3n AUTO.bat c3vl3s.bat c3vl3s_AUTO.bat

c8vll.bat c8vlll.bat c8vllll.bat c8vlllln.bat c8vlllls.bat

c8vllln.bat c8vllls.bat c8vlln.bat c8vlls.bat d2h24 .bat
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d2h24n.bat
d3d26n.bat
d3hl3n.bat
d4hlé4n.bat
déh66n.bat
d8hl2n.bat
d8h22s.bat
mh206n_AUTO.bat
ml4n_ AUTO.bat
mlén_AUTO.bat
ohl66n.bat
ohlén AUTO.bat
tdl44n.bat
tdl4n_AUTO.bat

bat
bat
bat
bat
bat

d2h24n_AUTO.
d3d26n_AUTO.
d3h13n_AUTO.
d4hl4n AUTO.
d6h66n_AUTO.
d8hl2s.bat
d8h2n.bat
mh206s.bat
ml4s.bat
mlés.bat
ohl66n_AUTO.
ohlés.bat
tdl44n_AUTO.
tdl4s.bat

bat

bat

d2h24s.bat
d3d26s.bat
d3hl3s.bat
d4hl4s.bat
d6h66s.bat
d8h2.bat
d8h2s.bat
mh206s_AUTO.bat
ml4s_AUTO.bat
mlés_AUTO.bat
ohlé66s.bat
ohl6s_AUTO.bat
tdl44s.bat
tdl4s_AUTO.bat

bat
bat
bat
bat
bat

d2h24s_ AUTO.
d3d26s_AUTO.
d3h13s_AUTO.
d4hl4s AUTO.
d6h66s_AUTO.
d8h22.bat
mh206.bat
ml4.bat
ml6.bat
ohlé6.bat
ohl66s_AUTO.
tdl4 .bat
tdl44s_AUTO.

bat

bat

3-5. FHTF 4 ¥~ nr (C¥dvxa¥Macros¥eduDV¥*.mac)

a2.mac

a2b2n Hg2I2.mac
a2b2s _menu.mac
a2n _F2.mac
a2n_02.mac

a2s _H2.mac
ab.mac

ab2n CS2.mac
ab2s.mac

ab2s menu.mac
abcdn.mac
abcds_menu.mac
abcn_FCN.mac
abcs_ClCN.mac
abn.mac
abn_HI.mac
abs_HBr.mac
abs_NO.mac
AUTOabc.mac
AUTOd3d26 .mac
AUTOm14 .mac
AUTOtd144 .mac
c2v1l2n_C1l02.mac
c2v12n _menu.mac
c2v1l2n_SeO2.mac
c2vl2s_Cl20.mac
c2vl2s_H2S.mac
c2vl2s_SCl2.mac
c3vl3.mac
c3vl3n_AsF3.mac
c3vl3n_GdI3.mac
c3v1l3n_NH3.mac
c3vl3n_ PrI3.mac
c3vl3s_AsCl3.mac
c3vl3s_BiCl3.mac
c3vl3s_NF3.mac
c3vl3s_PH3.mac
d2h24menu.mac
d2h24n menu.mac
d2h24s C2F4.mac
d3d26.mac

a2b2.mac
a2b2n_menu.mac
a2menu.mac
a2n_H2.mac
a2s.mac
a2s_I2.mac
ab2.mac

ab2n HgCl2.mac
ab2s CO2.mac
ab2s XeF2.mac
abcdn_HCNO.mac
abcmenu.mac
abcn_HCN.mac
abcs_FCN.mac
abn_CO.mac
abn_menu.mac
abs_HCl.mac
AUTOa2.mac
AUTOabcd.mac
AUTOd3h13.mac
AUTOm16 .mac
c2vl2.mac
c2v1l2n_GeCl2.mac
c2v1l2n NO2.mac
c2v1l2n_SF2.mac
c2vl2s_Cl02.mac
c2v1l2s_menu.mac
c2vl2s_SeO2.mac
c3vl3menu.mac
c3vl3n_AsH3.mac
c3v1l3n_LuCl3.mac
c3vl3n_PBr3.mac
c3v1l3n_SbCl3.mac
c3vl3s_AsF3.mac
c3vl3s_GdI3.mac
c3vl3s_NH3.mac
c3vl3s_PrI3.mac
d2h24n.mac
d2h24n N204s.mac
d2h24s C2H4.mac
d3d26menu.mac

a2b2menu.mac
a2b2s.mac
a2n.mac
a2n_I2.mac
a2s_Br2.mac
a2s_menu.mac
ab2menu.mac

ab2n KrF2.mac
ab2s CS2.mac
abc.mac
abcdn_menu.mac
abcn.mac
abcn_menu.mac
abcs_HCN.mac
abn_HBr.mac
abn_NO.mac
abs_HF.mac
AUTOa2b2 .mac
AUTOc2v12.mac
AUTOd4h14 .mac
AUTOohl6.mac
c2vl2menu.mac
c2v1l2n GeF2.mac
c2v1l2n O3 .mac
c2vl2n SiF2.mac
c2vl2s_GeCl2.mac
c2v1l2s_NO2.mac
c2vl2s_SF2.mac
c3vl3n.mac
c3vl3n AsI3.
c3vl3n_menu.mac
c3vli3n_PC13.
c3vl3n_SbH3.
c3vl3s_AsH3.
c3vl3s_LuCl3.mac
c3vl3s_PBr3.mac
c3vl3s_SbCl3.mac
d2h24n_C2C14.mac
d2h24n N204v.mac
d2h24s menu.mac
d3d26n.mac

mac

mac

mac

mac

a2b2n.mac
a2b2s_C2H2.mac
a2n _Br2.mac
a2n_menu.mac
a2s_Cl2.mac
a2s_N2.mac
ab2n.mac

ab2n _menu.mac
ab2s_HgCl2.mac
abcd.mac

abcds .mac
abcn_BrCN.mac
abcs.mac
abcs_menu.mac
abn_HC1l.mac
abs.mac
abs_HI.mac
AUTOab.mac
AUTOc3v13.mac
AUTOd6h66 .mac
AUTOohl66.mac
c2vl2n.mac
c2v1l2n H20.mac
c2v1l2n OF2.mac
c2v1l2n_SO2.mac
c2vl2s_GeF2.mac
c2vl2s_0O3.mac
c2vl2s_SiF2.mac
c3vl3n_AsBr3.mac
c3vl3n_BiBr3.mac
c3vl3n_NC1l3.mac
c3vl3n_PF3.mac
c3vl3s.mac
c3vl3s_AsI3.
c3vl3s_menu.
c3vl3s_PC13.
c3vl3s_SbH3.
d2h24n_C2F4
d2h24s.mac
d2h24s N204s.mac
d3d26n_C2F6.mac

mac

mac

mac

mac

.mac
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d3d26.bat
d3hl3.bat
d4hl4.bat
d6h66.bat
d8hl2.bat
d8h22n.bat
mh2o06n.bat
mlé4n.bat
mlén.bat
ohl66.bat
ohlén.bat
tdl44.bat
tdl4n.bat

a2b2n_C2H2.mac
a2b2s_Hg2I2.mac
a2n _Cl2.mac

a2n N2.mac
a2s_F2.mac
a2s_02.mac

ab2n CO2.mac
ab2n XeF2.mac
ab2s KrF2.mac
abcdmenu.mac
abcds_HCNO.mac
abcn_C1CN.mac
abcs_BrCN.mac
abmenu.mac
abn_HF.mac
abs_CO.mac
abs_menu.mac
AUTOab2 .mac
AUTOd2h24 .mac
AUTOmh206 .mac
AUTOtd14 .mac
c2v1l2n Cl20.mac
c2v1l2n H2S.mac
c2v1l2n SCl2.mac
c2vl2s.mac
c2v1l2s_H20.mac
c2v1l2s OF2.mac
c2v1l2s_S02.mac
c3vl3n_AsCl3.mac
c3vl3n_BiCl3.mac
c3vl3n_NF3.mac
c3vl3n_PH3.mac
c3vl3s_AsBr3.mac
c3vl3s_BiBr3.mac
c3vl3s_NC1l3.mac
c3vl3s_PF3.mac
d2h24 .mac
d2h24n_C2H4 .mac
d2h24s C2Cl4.mac
d2h24s N204v.mac
d3d26n_C2H6.mac
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d3d26n_menu.mac
d3hl3.mac
d3h13n_BF3.mac
d3h13s_BCl3.mac
d4hl4menu.mac
d4hl4n_PtCl4.mac
d4hlds PtCl4.mac
d6h66n_C6C16.mac
d6h66s.mac
d6éh66s_C6I6.mac

d3d26s.mac
d3hl3menu.mac
d3h13n_BI3.mac
d3h13s_BF3.mac
d4hl4n.mac
d4hl4s.mac

d6h66 .mac
d6h66n_C6F6.mac
d6h66s_C6Bré6.mac
d6h66s_menu.mac

d3d26s_C2F6.mac
d3hl3n.mac
d3h13n_menu.mac
d3h13s BI3.mac
d4hl4n AuCl4.mac
d4hl4s AuCl4.mac
déh66menu.mac
d6h66n_C6H6.mac
d6h66s_C6Cl6.mac
mh206.mac

mh206n_CoH2062p.mac
mh206n_FeH2062p.mac
mh206n_NiH2062p.mac
mh206n_VH2062p.mac

mh206s_CoH2062p.mac
mh206s_FeH2062p.mac
mh206s_NiH2062p.mac
mh206s_VH2062p.mac

mh206n_CoH2063p.mac
mh206n_FeH2063p.mac
mh206n_RuH2063p.mac
mh206n_VH2063p.mac

mh206s_CoH2063p.mac
mh206s_FeH2063p.mac
mh206s_RuH2063p.mac
mh206s_VH2063p.mac

ml4.mac

ml4n CoI42m.mac
mlds CoI42m.mac
mlén_ CrBr63m.mac
mlén_ NhC1l63m.mac
mlés_CrI6é3m.mac
ohl66menu.mac
ohl66n_VCO6.mac
oh166s_MoCO6.mac
ohlén_ IrFé6.mac
ohlén_PuFé6.mac
ohlén UF6.mac
ohl6s_MoF6.mac
ohlés_SeF6.mac
tdl4 .mac
td1l44n_NiCO4.mac
tdl4n.mac
tdl4n_GeBr4.mac
tdl4n_OsO4.mac
tdl4n_SnCl4.mac
tdl4n_TiCl4.mac
tdl4s.mac
tdl4s_GeBr4.mac
tdl4s_0OsO4.mac
tdl4s_SnCl4.mac
tdl4s_TiCl4.mac

ml4menu.mac
ml4n _menu.mac
mlds menu.mac
mlén_ CrCl63m.mac
mlés.mac
ml6s_menu.mac
ohl66n.mac
oh166n_WCO6.mac
ohl66s_VCO6.mac
ohl6n_menu.mac
ohlén_ReF6.mac
ohlén WF6.mac
ohl6s NpFé6.mac
ohlés_SF6.mac
td144 .mac
tdl44s.mac
tdl4n_CBr4.mac
tdl4n_GeCl4.mac
tdl4n_RuO4.mac
tdl4n_SnH4.mac
tdl4n_VCl4.mac
tdl4s_CBr4.mac
tdl4s_GeCl4.mac
tdl4s_RuO4.mac
tdl4s_SnH4.mac
tdl4s_VCl4.mac

mlé4n.mac
ml4s.mac

ml6.mac

mlén_ CrF63m.mac
mlés_CrBr63m.mac
ml6s NhCl63m.mac
ohl66n_CrCO6.mac
ohl66s.mac
ohl66s_WCO6.mac
ohlén MoF6.mac
ohlén_SeF6.mac
ohl6és.mac
ohlés_OsFé6.mac
ohlés_TeF6.mac
tdl44menu.mac
tdl44s_menu.mac
tdl4n_CCl4.mac
tdl4n_GeH4 .mac
tdl4n_SiCl4.mac
tdl4n_ThCl4.mac
tdl4n_XeO4.mac
tdl4s_CCl4.mac
tdl4s_GeH4.mac
tdl4s_SiCl4.mac
tdl4s_ThCl4.mac
tdl4s_XeO4.mac

3-6. 7 —&% 7 74V (C:¥dvxa¥data¥*)

a2b2 C2H2.txt
a2 H2.txt
ab2_Cs2.txt
abc_BrCN. txt
ab HBr.txt
c2vl2

c2v12 H20.txt
c2v12_SCl2.txt
c3vl3
c3v1l3_AsI3.txt
c3v13_NC13.txt

a2b2 Hg2I2.txt
a2_I2.txt
ab2_HgCl2.txt
abc CICN. txt
ab_HC1.txt
c2v12 C120.txt
c2v12 H2S.txt
c2v12_Se02.txt
c3v1l3_AsBr3.txt
c3v1l3 BiBr3.txt
c3v13_NF3.txt

a2 Br2.txt

a2 N2.txt
ab2_KrF2.txt
abc_ FCN. txt

ab HF.txt

c2v1l2 Cl02. txt
c2v12 NO2.txt
c2v1l2 SF2.txt
c3v1l3 AsCl3.txt
c3v1l3 BiCl3.txt
c3v13 NH3. txt

d3d26s_C2H6.mac
d3h13n BBr3.
d3hl3s.mac
d3h13s _menu.
d4hl4n _menu.
d4hl4s menu.
d6éh66n.mac
d6h66n_C6I6.mac
d6h66s_C6F6.mac
mh2o6menu.mac
mh206n_CrH2062p.
mh206n_menu.mac
mh206n_TiH2063p.
mh206n_ZnH2062p.
mh206s_CrH2062p.
mh206s_menu.mac
mh206s_TiH2063p.
mh206s_ZnH2062p.
ml4n CoBr42m.mac

mac

mac
mac

mac

ml4s CoBr42m.mac
mlémenu.mac
mlén_ CrI63m.mac
mlés_CrCl63m.mac
ohl6.mac
ohl66n_menu.mac
ohl66s_CrCO6.mac
ohlémenu.mac
ohlén NpFé6.mac
ohlén_ SF6.mac
ohlés_IrFé6.mac
ohlés_PuF6.mac
ohlés_UF6.mac
tdl44n.mac
tdl44s_NiCO4.mac
tdl4n_CF4.mac
tdl4n_HfCl4 .mac
tdl4n_SiF4.mac
tdl4n_ThF4.mac
tdl4n_ZrCl4.mac
tdl4s_CF4.mac
tdl4s_HfCl4.mac
tdl4s_SiF4.mac
tdl4s_ThF4.mac
tdl4s_ZrCl4.mac

a2 _Cl2.txt

a2 _02.txt
ab2_XeF2.txt
abc HCN. txt

ab HI.txt
c2vl2_GeCl2.txt
c2v1l2 03.txt
c2v12 SiF2.txt
c3vl3 AsF3.txt
c3v13 GdI3.txt
c3v1l3 PBr3.txt
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d3d26s_menu.mac
d3h13n_BCl3.mac
d3h13s BBr3.mac
d4hl4 .mac

d4hl4n PdCl4.mac
d4hl4s PdCl4.mac
d6h66n_C6Bré.mac
d6h66n_menu.mac
d6h66s_C6H6.mac

mh2o06n.mac

mac mh206n_CrH2063p.mac
mh206n_MnH2062p .mac

mac mh206n_TiH2064p.mac

mac mh206s.mac

mac mh206s_CrH2063p.mac
mh206s_MnH2062p.mac

mac mh206s_TiH2064p.mac

mac

ml4n CoCl42m.mac
ml4s CoCl42m.mac
mlén.mac
mlén_menu.mac
mlés_CrF63m.mac
ohl66.mac
ohl66n_MoCO6.mac
ohl66s_menu.mac
ohlén.mac

ohlén OsFé6.mac
ohlén_ TeF6.mac
ohlés_menu.mac
ohlés_ReF6.mac
ohlés_WF6.mac
tdl44n_menu.mac
tdl4menu.mac
tdl4n_CH4.mac
tdl4n_menu.mac
tdl4n_SiH4 .mac
tdl4n_TiBr4.mac
tdl4n_ZrF4.mac
tdl4s_CH4.mac
tdl4s_menu.mac
tdl4s_SiH4.mac
tdl4s_TiBr4.mac
tdl4s_ZrF4.mac

a2 _F2.txt

ab2_ CO2.txt
abcd_HCNO. txt
ab_CO. txt
ab_NO. txt
c2vl2_GeF2.txt
c2vl2 OF2.txt
c2vl2 sO2.txt
c3v1l3 AsH3.txt
c3v1l3 LuCl3. txt
c3v1l3 PC13.txt
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c3vl3_PF3.txt

c3v1l3_PH3.txt

c3vl3 PrI3.txt

c3v1l3_SbCl3.txt

HE RS THLERTE Y AT A eduDV

c3vl3 SbH3.txt

c8vll c8vlll c8vllll d2h24 d2h24 C2C14.txt
d2h24 C2F4.txt d2h24 C2H4.txt d2h24 N204s.txt d2h24 N204v.txt d3d26
d3d26_C2F6. txt d3d26_C2H6. txt d3h1l3 d3h13 BBr3.txt d3h13 BC13.txt
d3h13 BF3.txt d3h13 BI3.txt d4hl4 d4hl4 AuCl4.txt d4hl4 PdCl4.txt
d4hl4 PtCl4.txt d6h66 d6h66_C6Br6.txt d6h66_C6Cl6.txt d6h66_C6F6.txt
d6h66_C6H6. txt d6h66_C6I6.txt dshl2 d8h2 d8h22

mh206
mh206_CrH2063p. txt
mh206_ NiH2062p.txt
mh206_VH2062p. txt
ml4_CoBr42m. txt
mlé_CrFé3m.txt
oh166_CrCO6. txt
ohl6_MoF6. txt
ohl6_SeF6.txt
td1l4

tdl4 CF4.txt
tdl4_HfCl4.txt
tdl4_SiH4.txt
tdl4_TiBr4.txt

mh206_CoH2062p . txt
mh206_FeH2062p. txt
mh206_RuH2063p. txt
mh206_VH2063p. txt

ml4 CoCl42m.txt ml4_CoI42m.txt
ml6_CrI63m.txt ml6_NhC1l63m.txt
oh166_MoCO6.txt ohl66_VCO6.txt
ohl6 NpF6.txt ohl6é_OsF6.txt
ohl6_SF6.txt ohlé_TeF6.txt
td144 tdl44_NiCO4. txt
tdl4_CHA4.txt tdl4_GeBr4. txt
tdl4_0sO4.txt tdl4_ RuO4. txt
tdl4_SnCl4.txt tdl4_SsnH4.txt
tdl4_TiCl4.txt tdl4_VCl4.txt

mh206_CoH2063p. txt
mh206_FeH2063p. txt
mh206_TiH2063p. txt
mh206_ZnH2062p. txt
ml6_CrBr63m.txt ml6_CrClé63m.txt
ohlé ohl66
ohl66_WCO6.txt ohlé_ IrF6.txt
ohlé_PuF6.txt ohl6é_ReF6.txt
ohlé UF6.txt ohlé WF6.txt
tdl4_CBr4.txt tdl4_CCl4.txt
tdl4_GeCl4.txt tdl4_GeH4. txt
tdl4_siCl4.txt tdl4_SiF4.txt
tdl4_ThCl4. txt tdl4_ThF4. txt
tdl4_ XeO4.txt tdl4_ZrCl4.txt

mh206_CrH2062p. txt
mh206_MnH2062p . txt
mh206_TiH2064p. txt

tdl4_ZrF4.txt

4. NBHEET —F 2FAT2RE60EER
eduDV O 7 — % HE)AJIHEEE [Auto-eduDV | [S)IZ~FH 27 1) K== AFEJI)EEA 4 > [Nh"Cls]*~
DigET —4 (R2) #iBINLTE.
£2. AXHH/0OY FoR=Y LBUDEA 4> [NWICls]- D& TF—4
fEf > 2 7' 2 : ml6, mlén, ml6s SIFAELIE : c:¥dvxa¥data¥ohl6

M DJFFZ 5 : 113 M DR 2 3.0

L D& 17 L OER{bE : —1.0

M-L Ot F[HFERE (A) : 2.5

5. RFES, RTHEEM FrHAE, BIBEFANTIHEOERR

5.1. Deon it BR [ 6Z IR 1-50F]1 A5 1-(Ha, 02, N2 72 &)

7a /7 Ad8h2n HLEI L, J AL RO scat TKFEGF(H)DEFIREZFHET IO a~y R
ny Y MEHEEZR LICRT. KEFEEATHFESE 1, RTHEELY 07414 AL AT LT,

*xk Program D(infinity)h2n (Continuous Group) NON-SPIN version sk
*xx for A2 type Homonuclear Diatomic Molecule (e. g. N2)

(1 <=7Z<=118) of atom A, Z = ? 1

Input Distance (angstrom), A - A =7 0.7414
E1. 7A45 5L d8h2n TKFESFH)EHETS

Input Atomic Number (Z)

INETIEHHRABEL LTINS M ETLNANTE RS20, SEOSWETTIS NS 118 ETHA
HTEDEIT otz FFHBES ZRETENE, =F=U L0 FNh) THHETE 5.
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5.2. Coy HF [HEE R4 1] AB LS F-(— AL R B0 LK FE 72 &)
7077 N e8vlin BEEIL, /A RO scat THLKFESFHC)DEBEIREEZFHE T HEOa~
YR a7 MEE AR 21T, REEERTHRFE T A 1L 17, FRESEE 1.2746 AL AT LT

#xx Program C(infinity)vliin (Continuous Group) NON-SPIN version sk
#xk for AB type Linear Heteronuclear Diatomic Molecule (e. g. CO)

Input Atomic Number (Z) (1 <= Z <= 118) of atom A, Z
Input Atomic Number (Z) (1 <= Z <= 118) of atom B, Z

Input Distance (angstrom), A - B = ? 1.2746
B2. 78455 L c8v2n TERIEKAFREDFHCHEEET S

71

217

INFETHEFEFEZTLELTIND M ETLNASTERPo720, SRIOWEFTTIS 1S 118 £ TH A
HTEDHLIThRoT-. JRFRERES 2 e T, AERoeTHE26d8E L TRE R +45FD
EIREZFIHTE S,

5.3. Deon R FR [EHR AB 53] B-A-B By (R bRFE R L)
a7 Z A d8hi2n ZREEIL, /v A RO scat T (LR FE D T(CO)DEIREEFHHE T LB o
~V R 7 MEEER 3 IR T. REEEATHRFEEZ 6 L 8, K% 1.1600 A X AT L7z,

sk Program D(infinity)h12n (Continuous Group) NON-SPIN version sk
wrk for AB2 type Linear Triatomic Molecule (e. g. (C02)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z =7 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 8

Input Distance (angstrom), A - B =? 1.1600
K3. 704 5L d8h12n ToEIERFES F(CONEFET S

INETIHEFFEZELTINS M ETLNLASNTEREN o720, SRIOHET TS B 118 £THA
NTEDLEH otz MRS 2 NETEUE, BMFERo2cE 2R E L TEIR ABy(B-A-B)
TS F (Deon XITFR) DB FIREZFHHETX 5.

5.4. Do ¥FR [IEAR AsBy 53 1] B-A-A-B Ry (T2 F L o 7e b)

7'a /7 AdSh22n HLEN L, J A UPRD scat TT B F L G (H-C=C-H)DEHIREAHET S
Broa~vy R7a 7 MaEEZR 41077, KFEPATRFESE 6 & 1, R FERREI RS — REM %
12024 A, fRFE—IKFEMEZ 1.0625 AL AT L7
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wxk Program D (infinity)h22n (Continuous Group) NON-SPIN version k*
wxk for A2B2 type Linear Tetraatomic Molecule (e. g. G2H2)

Input Atomic Number (Z) (1 <= Z <= 118) of Inner Atom A, Z =7 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1
7 1.2024

Input Distance (angstrom), A - B = ? 1.0625
4. A5 S5 L d8h22n T7EF L UHFH-C=C-H)EMHET S

Input Distance (angstrom), A - A

INETIHEFESE LTINS M ETILNLASNTERN 720, SEIOSET TS 16 118 £ THA
NTED XD o T T HERES 2 E CE UL, AR 2ILHEE MR E L THEIR ABy(B-A-A-B)
41 (Deon XIHR) DOEFIREEAFETEX .

5.5. Cooy #0 [IE#R ABC TSy 1] A-B-C Ly 1(2 7 bKkFER L)

7u s T Ac8viln ZREIL, /2 AE RO scat T T AUKFES F(HCN)DETIRREZ FHE T DB
Dawy R7ar 7 N ZR 5 RT. KA TRTES% 1,6,7, KFE—IREMEEHEE 1.0650 A,
R —ERMEEEZ 11532 AL A LT

#xk Program C(infinity)vli1in (Continuous Group) NON-SPIN versionkkx
#xx for ABC type Linear Triatomic Molecule (e. g. HCN)

Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom A, Z = ? 1
Input Atomic Number (Z) (1 <= Z <= 118) of Inner Atom B, Z =76
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom G, Z = ? 7
? 1.0650

Input Distance (angstrom), B - C = ? 1.1532
®5. FO45 5L c8vilin TYT7 VEKRSFHCN)EFHET S

Input Distance (angstrom), A - B

INFETHEFEFEZFTLELTIND M ETLNASTERP720, SRIOWEFT TS 15 118 £ TH A
NTEDLEIThotz., FABEMS 2 e TEE, BAERoETcHE L5 s L THEMR ABC B4+
(Cooy KIFR) DEFIRREEZHATE 5.

5.6. Ceoy 10 [IE#R ABCD %443 1-] A-B—C-D !y {-(HCNO 72 &)
a7 T AcvilnZEEL, /A UROD scat THCNO 3 F-OEIRREAZ BT O a~v R
a7 MEHEZR 6 12T, REEEATRAESE 1,6,7,8, KE—RER A 1.027 A, RHE
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—ERIFFHIEREA 1,168 A, EF—WFEFFMIERELZ 1.199 AL A L=,

kkk Program C(infinity)v1111n (Continuous Group) NON-SPIN version#kk
#xk for ABCD type Linear Tetraatomic Molecule (e. g. HCNO)

Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom A, Z = ? 1
Input Atomic Number (Z) (1 <= Z <= 118) of Inner Atom B, Z =7 6
Input Atomic Number (Z) (1 <= Z <= 118) of Inner Atom C, Z = ? 7
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom D, Z = ? 8

Input Distance(angstrom), A - B = ? 1.027
Input Distance (angstrom), B - C =7 1.168
Input Distance (angstrom), C - D =7 1.199

B6. A4 5L c8villln T HCNO S F%#it&EJ 3

INETIHEFEZELTINS M ETULNLASNTERN 720, SRIOHET TS B 118 £ THA
HTxBEHThotz. FEAHEHES 2 IRETENE, RO THEL NS E L CHEME ABCD BiHS+
(Cooy XFR) DEBEBTINEELZFHEAEATE S,

5.7. Coy B [HrAUfR AB Sy 1] AB LGy F(KOMiA LK S 72 &)

Ta T A 2vi2n ZREI L, /A E RO scat TR F(H0)DE - IREZHET O~ K7
ny 7 NEE AR 7IORT. S TRTESE 8 & 1, BAE - KFBIR TR 09579 A, KFE—
fede — KERFHAEE 104.50° & ATLT-.

**kx Program C2vi2n (symOrb NON-SPIN version)
ik for AB2 type molecule (e. g. H20)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z =7 8
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1
Input Distance (angstrom), A - B = ? 0.9579

Input Angle (degree) ( 0 deg.< Angle < 180 deg.), B-A-B = ? 104.50

H7. 704 5L c2vi2n TKLFH0)ZHET S

INETIHEFFESZELTINS MM EFTLNLASTERENS20, SRIOHET TS B 118 £THA
NTED LDz, RIS R MAE S 2 E e, BMFEoecEE2 5L LTiIh
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M AB Ly (Coy %) OEFRIEZFHTE 5.

58. Cavxtfr [ =A#E AB: 1] ABI (7 =T 72 L)

T s T A e3v3n AEEIL, S AE VIO scat TT R =T 5 F-(NH) DB FIRIEZ FHE T DD =
~  R7u 7 MEE AR 8T . KRR TIHFESEZ 7 & 1, EHF KR THEHZ 1.012 A,
K —ER—IKBIFFRAEE 106.7° L AT LT,

wokk Program C3vi3n (symOrb NON-SPIN version)
+xx for AB3 type molecule (e. g. NH3)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z = ? 7
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1
Input Distance (angstrom), A - B =72 1.012

Input Angle(degree) ( 0 deg.< Angle < 120 deg.), B-A-B = ? 106.7
8. FAJSL3vVI3InTTUVE=T7HFNH)EFHET S

INETIHEFEZELTINS M ETULNLASNTERN 720, SRIOHET TS B 118 £ THA
HTEDHEHIThoT=. JRFHIIEEE R AE S 2 BETEIUE, BROETEE2IRLELTEA
B AB; U001 (CauXH#R) OB IRREEAZFIHE TX 5.

59. DR [=F L U BCEE) 7] ABa (= F L i k)

a7 T A d2h24n[6] & B L, /A E VRO scat TTF L 4y (HoC=CHy)DE IRIEZ FHH T 5
Broa~y F7a 7 MNifaB 91 RT. REEER TR TEZE 6 & 1, KFE — RFFRHIEHEZ 1.339
A, JRFE—IAKFF T MEEEEE 1.087 A, KFE—IRFE—AKFBR-MAEEZ 1174° LA LT

*xx Program D2h24 (symOrb NON-SPIN version)
sk for A2B4 type molecule (e. g. C2H4)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z = ? 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1
? 1.339
? 1.087

Input Angle(degree) ( 0 deg. < Angle < 180 deg.), B-A-B = ? 117.4
9. a4 5L d2h24n TIFLUHSFMHC=CH)ZEHET S

Input Distance (angstrom), A - A

Input Distance (angstrom), A - B
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IHNETIHEFESE LTINS M EFTLNLASNTERNS720, SEIOSET TS 16 118 £ THA
NTED LI o7, RIS ZETEIUE, AR THE 25 E LT L UA(AB )
5 Do kIFR) OFEIRREEZFHETE 5.

5.10. Dy xR (=& UG U)o 1] ABeB (=& V72 L)

70 7T A d3d2en[7)EEEIL, J U AE D scat TEHX L F(CoHe) (RUNIE) OEFIREE G
BIaBoa~y a7 MfaR 1 01T, 2FERTHAETZ 6 & 1, KHE—RBIFHIE
B2 1.5351 A, [R5 — /KB R7-HBEHEA 1.0940 A, JRFE — IRFE—KFRFMAKEE 111.17° LA LT,

w*k Program D3d26 (symOrb NON-SPIN version)
#kx for A2B6 type molecule (e. g. G2H6)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z = ? 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1
? 1.5351
? 1.0940

Input Angle (degree) ( 90 deg. < Angle < 180 deg.), A-A-B = ? 111.17
E10. 784535, d3d26n TTZ UHF(C:He) (B UhBEE) #5tHT S

Input Distance (angstrom), A - A

Input Distance (angstrom), A - B

INFETHEFEFEZFTLELTIND M ETLNASTE R0, SRIOWEFTTIS 1D 118 £ TH A
JTEDL LYo~ FFHIEEE L FHFRAEI 2 ETEE, AEoerEzrxs Loy
VAL (AsBeT) (R UNIEALEE) 45+ (Daa XHR) OB IRELZFHAETE 5.

5.11. Dan it Br [SEHEE AR 1] ABIG (=7 kAR v FEie L)

777 A dBh3n ZEEIL, /U AE RO scat T 7 v AbAR 7 #E5r T(BF)DOE IREEE FHR T D B
Dawry R7ar7 MNERZR 1 1R T. REFEXCTRTETE 5 L9, AvFE—7 v FE 1 MibEs
1.3070 A & AJj L7z,

w¥k Program D3h13n (symOrb NON-SPIN version)
w4k for AB3 type Molecule (e. g. BF3)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z =75
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z =7 9

Input Distance (angstrom), A - B = ? 1.3070
H11. 70455 L d3h13n TEIT VL RIESFBF)EZHET S
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IHNETIHEFESE LTINS M EFTLNLASNTERNS720, SEIOSET TS 16 118 £ THA
FTExBEIThotz. BFAMEHES 2 (ETEUE, BHEoeTcE 2L E L CORHHEIE =M AB;
AT (DankIHR) OB TFIRELEIETX 5.

5.12. Dyt Fr [SFEIETIERLA 4] ABsTEE A 4 2 ([PtCL> 72 &)

707 A ddhldn ZREENL, S A URROD scat TT Tl FAE4 (1) BEA 42 (PHECL])D
BREEZHETIROa~v R a7 MNEiEER 1 21087, KRB CHRTESZ 78, HEOR
fb¥cz 2, R1& % 17, WEOBLEEZ-1, A4 —HERTME#EE 2308 AL AL

+x* Program D4h14n (symOrb NON-SPIN version) #*k* for [AB4]n+ or [AB4]n-
ype Gomplex Ion (e. g. [PtCl4]2-)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A,Z = ? 78
Input Charge (Oxidation Number) of Central Atom A = ? 2

Input Atomic Number (Z) (1 <= Z <= 118) of Terminal atom B, Z = ? 17
Input Charge (Oxidation Number) of Terminal Atom B = ? -1

Input Distance (angstrom), A - B = ? 2.308

B12. JAaJ5Ldn4nTT RS0 FESE (D) BAF 2 (PICL)ERHET S

INETHHRFFEZLELTIND A ETLNLANTE RN, SREIOBETTISNE 118 ETHA
HNTEDL LR 7=. B MRS 2 08 TE UL, AR O2IFEE x5 & L CORHE ES[ABL] "
HGEA A2 (DaxFR) OB FREEAZFETEXS Bz, 7 h77n0) K¥—2xZFun (1) BA
F(DS'CLPHYRT 77 m Y RLv hr=va (1) A A4 (RgMClL] )7 E).

5.13. Den X B [PEHEENRATER S 1] ABe o3 1 (B U7 &)
717 A deh66n ZRLEI L, /A E RO scat TRV T 53 (CeHe) DEIRREAFHRE T DD =

wxk Program D6h66n (symOrb NON-SPIN version)
+xx for A6B6 type Molecule (e. g. C6H6)

Input Atomic Number (Z) (1 <= Z <= 118) of Inner Atom A, Z =7 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1
Input Distance (angstrom), A - A =72 1.399

Input Distance (angstrom), A - B = ? 1.101

B13. 7O45.L d6h66n TRUE U F(CHo)ZHET S
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~  R7a 7 MEEEAZR L 3R T. KA TR TE S 6 & 1, ikH#E — RFEIRTHEEREE 1.399 A,
R —KFE - EEREE 1101 AL A L.

INETIHEFESE LTINS M ETILNLASNTERN 720, SEIOSET TS 16 118 £ THA
HT&EDL Lo, FRARBEEEI 2 ETCENIE, AYFERoLcHEeitg s L CRmEIEASARA
(A6Bs™) %37 (DenkIFR) DOEIRELZFHETE 5.

5.14. Toat#r  [IEPHEAERSY ] AB LAY F-( A & oMUt bR 72 &)
7 r T b tdldn ZRENL, /U AE VRO scat TA X V3 F(CH)DEFIREEZFHET D a~>
K7ar7 hlEE 1 41087, SR CTRTE T4 6 & 1, JRMEHEZ 1.0870 AL AT LT-.

#kx Program Td14n (symOrb NON-SPIN version)
wx+x+x for AB4 type Molecule (e. g. CH4)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z =7 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom B, Z = ? 1

Input Distance (angstrom), A - B = ? 1.0870
®14. 7055 Ltdldn TAR U F(CH)ZFET S

INETIHEFEZELTINS M ETULNLASTERN 720, SRIOHET TS 6 118 £ THA
HTEDLLITroTz. AR S 2 E TE UL, RO THEE SR E L CENEARE (AB,
) A5 (TyStFR) DOEFIRELZHECTX 3.

5.15. On kbR [IENHEART 1] ABeTL ) T-OS 7 VLRSS 7 vk w 7 72 &)

7'v /7 hohlén ZEE L, /AL URD scat TRT vt T 5 F(UFe)DE T IRREZE FHE T DB
Oavy R7ar7 M@z 1 51087, SFEAATHAESE 92 L9, HEEEREA 1.9962 A & A
I,

+x* Program Oh16n (symOrb NON-SPIN version)
+*kx for AB6 type molecule (e. g. SF6)

Input Atomic Number (Z) (1 <= Z <= 118) of central atom A, Z = ? 92
Input Atomic Number (Z) (1 <= Z <= 118) of terminal atom B, Z =79

Input Distance (angstrom), A - B = ? 1.9962
B15. 70454 ohlén TRI VLIS U HF(UF)EHET S
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IHNETIHEFESE LTINS M EFTLNLASNTERNS720, SEIOSET TS 16 118 £ THA
HTEBH Lotz FEAEERS 2 IRETcEE, AERoecEre g s U CE/NmER (ABs
) 5F (O #R) OETIRELZHETX 5.

5.16. ToktFR - [TEMEARRL 1] [ABC)REER(INI(CO)] 72 &)

70T 5 tdl4dn HEEIL, J AL URRD scat TT kT WA= L= 7 VEEASF-(INiI(CO)4]) D
BREZHET RO~ P e 7 MEEER 1 61277, SEXCTHRTES% 28,6,8, =
v — IR FIRT L 1.838 A, fRE — MR A 1.141 AL AT L7z,

+x*x Program Td144n (symOrb NON-SPIN version)
wkk for A(BC)4 type Molecule (e. g. Ni(CO)4)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z = ? 28
Input Atomic Number (Z) (1 <= Z <= 118) of Middle Atom B, Z =? 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom C, Z = ? 8
Input Distance (angstrom), A - B =7 1.838

Input Distance (angstrom), B - C = 7 1. 141

B16. A7 3L tdl44n TT F S ALK = 7 LEERSF(NI(CO)M)EFET S
INETHHRFFEZLELTIND A ETLNLANTE RN, SREIOBETTISNE 118 ETHA
NTEDLLDIThoT. RS ZRETENL, JAMRO2ITFELRSR E L TEMHEER ABC)4
Bor7 (TaktFR) OBEFREBEFR TE 5.

5.17. On kbR [E/\HEARTL 1] [ABC)sBLEEA(Cr(CO)s] 72 &)

ok Program 0h166n (symOrb NON-SPIN version)
#xk for A(BC)6 type Molecule (e. g. Cr (CO)6)

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom A, Z = ? 24
Input Atomic Number (Z) (1 <= Z <= 118) of Middle Atom B, Z = ? 6
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom C, Z =7 8
?71.92

Input Distance (angstrom), B - C =7 1.16

Input Distance(angstrom), A - B

E17. FO55Loh166n TAFSHLR=NY O LGRS F(CrCOM)ERHET B
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7’177 I ohl6en BN L, /AL RO scat TNFH B LR =L 7 1 AEEIRSF-([Cr(CO) ) DE
FIRREZFIHE T OO a~y R 7 MEm 2K 1 71087, 25ETHTES% 24,6,8, 7 1A
—RFIRT AR 1.92 A, RE BRI TREEEEZ 1.16 AL AT L7z,

INETIHEFESE LTINS M ETILNLASNTERN 720, SEIOSET TS 16 118 £ THA
HTEDL Lo T-, RIS 2 ETEUE, BAfIEOLTTHEE2x5 L L CE/NHE KR ABC)s
Ay (OpXI#5) DOEFIRREZFHETE 5.

5.18. Dot #r  [1IE NI A A 2] [M(H0)6]™ 7 2 7 854 4

7’177 2 mh2o6n ZEEIL, J AE D scat TFHT 7 7 Hligh (1) A 42 ([Zn'(H0)6]2H) D
BREZHET IO~ P77 MEEAR 1 81277, S CTRT-ES% 30, dfigh—mk
FIF 7 MEEEZ 2.097 A, WghoOmbEE 2 & AT LT

*x+xx Program MH206n (symOrb NON-SPIN version) x** for [M(H20)6]n+ type Aqua Complex Cation
#+x Bond Distance (angstrom) 0-H = 0.9579
x+xx Bond Angle (degree) H-0-H = 104.50

Input Atomic Number (Z) (1 <= Z <= 118) of Central Metal Atom M, Z = ? 30

Input Distance(angstrom), M - 0 (OH2) = ? 2.097

Input Oxidation Number of Metal Atom, [M(H20)6]n+, n = ? 2
E18. A4 5., mh2oon TAFHF7HF7HSH (II) 1A (Zn"H0)HEFHET S

INETIHEFFEZELTINS MM ETLNLASNTEREN o720, SRIOHET TS B 118 £ THA
NTEDLH Tz, RAMEEES 2 ETanE, FMEORTLEEMNSRLE L AT I/ TR
PR A A (IM(H20)6]™)  (Dan %HFR) OFEFIREEZFHEAE CTX 5.

5.19. Toet®r  [IEPHEATRLA 4] [M(L)a]™ or [M(L)a]" 881 4>

*xx*x Program ML4n (symOrb NON-SPIN version)
*xx for [ML4]n+ or [ML4]n- type Complex Ion

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom M, Z = ? 27

Input Charge (Oxidation Number) of Central Atom M = ? 2
Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom L, Z = ? 17
Input Charge (Oxidation Number) of Terminal Atom L = ? -1

Input Distance (angstrom), M - L = ? 2. 254
B19. FAJS5Lmdn TT 30U FanjLk () BAF 2 (Co"CL)EFET S
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a7 Amdn ZREIL, SR U D scat TF h T/ vl Rasur s (1) A 42 ([CollCly?)
DB TIREEZFHETIEOa~ R e 7 Ml EK 1 91O~ d. 2 CTHTET%E 27, a/3b
o bEE 2, TR EE 17, EEOBCEE-1, 2,0 h—EERRERE 2254 AL A LT,

INETIHEFESE LTINS M ETILNLASNTERN 720, SEIOSET TS 16 118 £ THA
FTEDHEIThot-, FEAWMEM S 2 e cEE, BMEoecHEL s L CEMEER (ML,
) gEA A M=&JgA A4, L=FNT) (TaxFR) OB FIREEZFHEATE 5.

5.20. OB [IEJVEAARIA A2 ] [M(L)s]™ or [M(L)s]™ 51 4>

7u 7T Amlen ZREEIL, U AE RO scat TAFHI—T K7 i (D) BRA A2 ([Crls)DE
TREZHET 2O a~y K7 v 7 MER 2R 2 01277, REEEXTHR-ES% 24, 7 7 A0
b5 3, JR&S% 53, I UROBLEE-1, 7oih—a vERMEREE2 2782 AL ALK

*+* Program ML6n (symOrb NON-SPIN version)
sk for [ML6]n+ or [ML6]n— type Complex lon

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom M, Z = ? 24
Input Charge (Oxidation Number) of Central Atom M = ? 3

Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom L, Z = ? 53
Input Charge (Oxidation Number) of Terminal Atom L = ? -1

Input Distance (angstrom), M - L = 2 2.782

H20. A4S 5L mlén TAFHI—T Fo0OL (0D BASA2(CrHEHETS

INETIHEFFESZELTINS M ETLNLASNTEREN 720, SRIOHET TS B 118 £TH A
NTEDHLH ol RAMHEES 2 K ETE, AEoLTEL NG E L CENEER (ML
) A A M=&BA A4, L=FEN 1) (On&Fr) OBETIREEZFETE 5.

6. FHELH

a7 A mlen TAFH ) R=R=v s () #EA 4> (INWIClL]P) OEFIREZFHE L.
MSCF=SCFS[20], =A=1 AJROf HE-rFul (BRI 13 s, 25, 2p, 3s, 3p, 3d, 4s, 4p, 4d, 41, 5s, Sp,
5d, 5f, 6s, 6p, 6d, 7s, Tp, Ha R - O IR 7 #liE GEEERIED) 13X 1s, 25, 2p, 3s, 3p, 3d, ¥ 7L 5% E 20000
A, ETTELERIE 25, 2E T 218 THDH. =R=T A Ay, HEEWA AL OFIE FELE 9T
13Nh3": 1822822p03s23p03d'104524p04d!04£145525p05d105f146526p°6d! 075 7p?, 17C1: 1822522p®3s23p®3d° & L 7.

DV-Xa {ED 720 DF A KBB4, 30] T, LY — L A_"—DOf#OeduDV]IARZ v &2 L, BT
B A= a—DR0. OnkF  [ENEAEAA A ] [M(L)s]™ or [M(L)e]™ #8142 ]2 @0 (K21),
J VU AE RO mlén A EE L7 (K2 2).
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] | L BB K 2 B A L A

HE RS THLERTE Y AT A eduDV

(&) [Shift-JIS] [CR+LF] - EH
TPAINR BEE FRV) BRES) YEIW) TIOM ZOH0)

E (EE)

W X OF f &[] 2¢ (R BL T B B8 XYZ2F01 MAKEF25 MAKEFO5 DVSCAT POPANL POPANLS NETC BNDODR WAVNUM.. eduDV.

11

B

00. Automatic[7-9B8 8 A H]..
01. D hiF#E[FH R FHFIA2E S F(H2, 02, N272¥)...
02. Covtifrl 2R T 0 FIABR S F(—BHbRFEPIEKFERL)..
03 Deeh3i#r[E#RAB2E 4 T1B-A-BRE S T(ZEMLRERY)..
04. D~ hti#r[ E#SAZB2R S F]B-A-A-BRSF(FEFLYEL)..
05. CoovidFr [ ERABCEI S FIA-B-CE S F (VT Uk ERY)..
06. CoovidFF [ E#ABCDE 43 T1A-B-C-DEI 43 T (HCNOH¥)..
07. C2vit#n [T iRAB2E S5 F 1 AB2EI S F (G PER(L Kk ET E)..
08. C3vii#r [(=A#ABIR 4 FIABIR S F(FYEZTRE).
09. D2h #F [TFL YR(EmE) o F1A2B4R 5 F(TFLUEE)..
10. D3d# 5 [TZ VR (BN S FIAZBOR S F(IFVEE)..
11. D3hi i [(FEAE=AFRESFIARE S F(=TvbRIERY)..
12. D4hTi#F [FEEEAFRE A AV]ABLE S A Y([PICI4]12-128)...
13. Deht 5 [FEEABHE S FIABE S TR TILRE)..
14, Tda#r [[EEE#HRSFIABARISF(AIYPMERRERY)..
15. Oh#i#F [[ENAEFERSFIABR S F(RIvILFHEELRLY)..
16. Td3d#r [[EEEFR S F1ABCOAIREE(NI(CO)4RE)..
17. Ohit#s [IEAEEE S FIABC6I B E(ICrCO)6I R E)...
18. D2ht #r [EAEZEE A AV IMH20)6In+ T 5 F &1 AY...
19. Tdxi#r [[EEEEER A AVIIML4n+ or IM(L4]n- $4A4Y..
20. Ohid#s [EAEFERAAVIIM(L6IN+ or M(L)6]n- $54 4.
21. W ELIEREFIE TR EESZRE5L ERECER TT..
2. MIELIERFA AV R FEERLHE R 5 IREICEFTT ..

<

MAKELO4... LVLSHM DVPLOT.. MAKEC[}4...| CONTRD  CONTRD.. VESTA 1937 0-7 | wrk 7.

B2 1. [20.OhxFk [E/NE&EE AL F ] [M(L)s]™ or [M(L)s]™ &4 *>...] ZBIRT S

mi6n (/ALY R - £ BEET).
mlés (AE VAR - £ B EELT)..
mi6 (FO1-F25{FREDH)...

B22. /2RAE R mlén &89 5

#kx Program ML6n (symOrb NON-SPIN version)
sxx for [ML6]n+ or [ML6]n— type Complex lon

Input Distance (angstrom), M- L =? 2.5

Input Atomic Number (Z) (1 <= Z <= 118) of Central Atom M, Z = ? 113
Input Charge (Oxidation Number) of Central Atom M = ? 3

Input Atomic Number (Z) (1 <= Z <= 118) of Terminal Atom L, Z =? 17
Input Charge (Oxidation Number) of Terminal Atom L = ? -1

E23. 7455 L mléen TAXHS 0O FZ/R= L () BA A2 (NWCLP)EEHET S

16
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] | L BB K 2 B A L A

HE RS THLERTE Y AT A eduDV

avy R7e 7 MEEIZT, REEHEANCTHETFETZ 113, =h=U L0 %E 3, RT&E5% 17,

RO E-1, =Fh=vs—HRETMEME 25 AL AL (K2 3).

X2 4277

HEER S 7= FOl %

| Z [INeQf] X [l Y [ Z [I
113 1 0.00000 0.00000 0.00000.
17 2 2.50000 0.00000 0.00000.
17 2 -2.50000 0.00000 0.00000.
17 2 0.00000 2.50000 0.00000.
17 2 0.00000 -2.50000 0.00000.
17 2 0.00000 0.00000 2.50000.
17 2 0.00000 0.00000 -2.50000.
&
INEQ|| CHG [lu/d|| RD || Vv | 1l
1 3.00000.
2 -1.00000.
A%
0 Unit (0:angstrom 1:atomic).
0 Spin (0:non-spin 1:spin ).
0 M. P. (0:No 1:Yes )l
20000 Sample Point ( <100000, =0 autoset ).

B24. A¥xHonY) FZR="D L (II1) EA A > (Nh"Clg*)D FO1

HEIFEITEN77 127 LA BNDODR D7 740 bn8 (K25) #R5E, U OEFBEEMR
HrCRDI=R =0 L —HREOANIARE S EM[32]1% 0.288 Th 72 ((1.3422+0.3881)+6=0.288) .

BOND OVERLAP POPULATION BETWEEN ATOMS |
&
( TNh) C 2ClI) ( 3CI) ( 4CI) ( 5CI ¢ 6CI ¢ 70
( 1) 111.5017.
( 2) 1.3422 57.4458.
( 3) 0.0000 0.0000 0.0000!/
( 4 0.3881 0.1540 0.0000 47.1682.
( 5 0.0000 0.0000 0.0000 0.0000 0.0000.
( 6) 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000.
( 72 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000 0.0000.
2 5. AHBAHEEER(Overlap Population)

FIERICHBN S TSN 0 7 7 ANETCOH 17 741108 (K26) #Rb5E, ~Ur  OEFEE
T CROIZ=R =7 5B L OHFEOIEROEM[32)1TZNE4, Nh:+0.633, Cl: —0.606 TH > 7-.

EFFECTIVE CHARGE |

LO

1 Nh 112. 36686
2 Gl 17. 60552

NET CHARGE.
0.63314.
—0. 60552

B2 6. ERDER(Net Charge)

© Genta Sakane 2017
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71 77 I MAKEC04D T c04d Z1ER L (B2 7), 7'v 27 . CONTRD % 9217 L C HOMO(9ep)35 &
O LUMO(12a1) DI EHBIE AR 7 VT — & 7 7 A V& A{ERL L7-. VESTA[28, 29] THi\ 7= HOMO(9¢,) %
X2 82, LUMO(12a1,)% X 2 912/~

7’177 . MAKEDO4 C d04, d05 Z/ER L, 7’12 F A DOS % E4T L CHIW IR FE#ifR 2K 3 0
2R

261 251 251)
20.00000 20. 00000 20. 00000
0.00000 0.00000 0.00000!
3 23 34 120
\:
HOMO: 10.5202 eV [ 231[ 341.
LUMO: 16.9842 eV [ 12])

27. CONTRD DAAT7AIL c04d

2 9. LUMO(12a;)DEERER 3 0. REFEMR

7. &9

eduDVICEEND 60HOT 0 7T AT, JRFEFISHEDT AU T L(sAm)MN D 118 FE DA H R
(10 E THATE L L) o7, ZTHICKVBEH S FHLEFHE Y A7 A eduDV X, 2707 T A
B4 EMFRETCE (&S 118 F X T) ITHISTE .

eduDV % &1 DV-Xa i ED 720 DR A KR4, 301X ARLHE RN v X —Da v B a—HFHED
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] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

FTRTONY A NIA A=V LTHY, EHEOHELTLHHEERHA [BRAORY D (arta—X
THES DR OMG) | BRFED - L5 - S IE T - AW HIEREE - BB 5 BLO T8
MEF I (RFEPEEVAIFERME RO S:) CHF E LTEHA LTV D, ST ETERKT L2 &K
R BLF O % DV-Xa DT D DMEG SREREL[4, 3011%, A =2 = D10 Z@&RLEY,
RIS BE R RARIR OB (&5, MbE, JHERE, JRrmAE) 2 ANT5720 7T, GHEL
T b TE L. JAMROLIHELFE CRKE TR # A 5D b DV-Xa iEDOFED—D>Th 5.
2016 FFZ 735 113 FIL5E =74 =7 L(Nh, Nihonium), 115 FILFEE A 2 £V A(Mc, Moscovium), 117
FEILHT R (Ts, Tennessine), 118 FILFEA W R Y 2 (0g, Oganesson)D JtE4 N IERUTRE L, FEHIE
35 7 A ETT R TCOMDN LR THE 7. HRTERAINTE=A=U L FAT, BHEXO LD
FATHHMBICFHRTE2HL ST, ZHEOHTFLERET 2 Z LI L Tn5.
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