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 DVīXa │ ה ─ ⌐╟∫≡ ↕╣╕⇔√  
 

DVīXa ⱪ꜡◓ꜝⱶ│↓╣╕≢ ⌂ Windows Ɽ♁◖fi≢ ℮ ◖ⱴfi

♪ⱪ꜡fiⱪ♩ ╩ ♪כⱲכ◐≡⇔ ⌐╟∫≡ ⇔≡™ↄ CUI (Character User Interface)

╩ⱬכ☻≤⇔√◦☻♥ⱶ≤⌂∫≡⅔╡ │◙כꜚ ♦▫꜠◒♩ꜞ╩ ⇔√╡ ⱨ□▬ꜟ╩◖

Ⱨכ⇔√╡⌂≥ ─ MSīDOS◖ⱴfi♪╩ ⇔≡™╢ ⅜№╡╕⇔√  

 

⇔⅛⇔ MSīDOS─ ◖ⱴfi♪ ─ ╛ ™ (DIR , MD , RD, CD, COPY, MOVE , 

RENAME , TYPE, MORE ⌂≥)│ Windows⅜ ∆╢ CP/Mī86╛ MSīDOS╩ ⇔≡

™╢ ⌐≤∫≡│ ⌂ↄ ╖ ™╙─≢∆⅜ Windows 95⅜ ⇔≡⅛╠ 10

⇔√ CUI ⌐ ╖─⌂™ GUI (Graphical User Interface) ⌐≤∫≡│ ™⌐ↄ™ ≢

№╡ DVīXa ⱪ꜡◓ꜝⱶ╩ ⅛∆ ─ ≤⇔≡ MSīDOS◖ⱴfi♪─ ╛

∕⇔≡ CUI ≢─ ╩ ה ∆╢↓≤⅜ ⅝⌂ ≤⌂∫≡™╕∆  

 

╕√DVīXa ⱪ꜡◓ꜝⱶ│ SCAT ╩ ∆╢Ᵽ♇♅ⱪ꜡◓ꜝⱶ DVSCAT

DVSCAT2 ╩│∂╘ SCAT ─ ⱨ□▬ꜟ╩ ∆╢ⱪ꜡◓ꜝⱶ MAKEF05 ⱴꜞ◔fi─ⱳⱧ

fiꜛ◦כ꜠ꜙ ╩ ℮ⱪ꜡◓ꜝⱶ POPANL POPANLS (Net Charge)╩ ╘╢ⱪ꜡

◓ꜝⱶ NETC (Bond Overlap Population)╩ ╘╢ⱪ꜡◓ꜝⱶ BNDODR ◄

Ⱡꜟ◑כ (Energy Level Scheme)╩ ∆╢ⱪ꜡◓ꜝⱶ LVLSHM⅔╟┘∕─ ⱨ□▬ꜟ

╩ ∆╢ⱪ꜡◓ꜝⱶMAKEL04 (Density of States) ╩ ∆╢ⱪ꜡◓ꜝⱶ DOS⅔╟

┘∕─ ⱨ□▬ꜟ╩ ∆╢ⱪ꜡◓ꜝⱶ MAKED04 ☻Ɑ◒♩ꜟ

◄Ⱡꜟ◑כ ⌂≥ ╩ ∆╢ⱪ꜡◓ꜝⱶ XPS  

Overlap Population Diagram╩ ∆╢ⱪ꜡◓ꜝⱶ LVLBNDS ╩

∆╢ⱪ꜡◓ꜝⱶ BASEF LVLSHM╛ DOS╛ XPS╛ BASEF≢ ⇔√ DXYīGL ◖ⱴfi♪

≢ ↕╣√ ⱨ□▬ꜟ╩ ⌐ ≤⇔≡ ∆╢√╘─ⱪ꜡◓ꜝⱶ DVPLOT ─

╩ ╘╢ⱪ꜡◓ꜝⱶWAVNUM ─ꜟ♦⸗כ♃☻ꜝ◒ ─ ⌐ ∆╢ ╩ ∆╢ⱪ

꜡◓ꜝⱶ ATLIST ꜟ♦⸗כ♃☻ꜝ◒ ─ ╩ ↔≤⌐ ╕≢ ∆╢ⱪ

꜡◓ꜝⱶ BLLIST ⇔√ ─ ╩ ╘╢ⱪ꜡◓ꜝⱶ ATOMLEN ⇔√

─ ╩ ∆╢ⱪ꜡◓ꜝⱶ NSCH ─ ⌐ ∆╢ F36(Orbital Population) ╩

╡ ⇔ ↔≤≢│⌂ↄ ↔≤⌐ ═ ⅎ≡ ∆╢ⱪ꜡◓ꜝⱶ VLINN ♃כ♦─

╩ꜟ♦⸗כ♃☻ꜝ◒╠⅛ ∆╢ MAKEUNIT MAKELAT DISPLAT⌂≥⌂≥ ⌐ ↄ─

ⱪ꜡◓ꜝⱶ⅛╠ ↕╣≡⅔╡ ◖ⱴfi♪ⱪ꜡fiⱪ♩ ╩ ♪כⱲכ◐≡⇔ ⌐╟∫≡

⇔≡™ↄ CUI ≢ DVīXa ⱪ꜡◓ꜝⱶ╩ ™↓⌂∆⌐│ ↓╣╠─ⱪ꜡◓ꜝⱶ

⅔╟┘ ╩ ⅎ╢ ⅜№╡ ⌐≤∫≡│↓╣╠ ⌂ⱪ꜡◓ꜝⱶ ╩ ⅎ╢↓≤⅜

DVīXa ⱪ꜡◓ꜝⱶ╩ ⅛∆⌐№√∫≡─ ≤⌂∫≡™╕∆  

↕╠⌐ LVLSHM: energy LeVeL ScHeMe BNDODR: BoND OrDeR

LVLBNDS: LeVeL BoNDS Overlap Population Diagram⌂≥ ─ ─☻Ɑꜟ╩

⇔≡™╢ⱪ꜡◓ꜝⱶ │↓╣⅛╠ DVīXa ⱪ꜡◓ꜝⱶ╩│∂╘╟℮≤™℮

⌐≤∫≡│⌂⅛⌂⅛ ⅎ⌐ↄↄ CUI ♪כⱲכ◐≢ ∆╢ ─ ≤⌂∫≡™╕∆  

DVīXa  
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 ↕╠⌐ ↓╣╠ ↄ─ⱪ꜡◓ꜝⱶ⅜ ╖ ╗ ∆╢ⱨ□▬ꜟ ↕╣╢ⱨ□▬ꜟ ╩

∆╢↓≤╙ ⌐≤∫≡│ ™ ≤⌂∫≡™╕∆ DVīXa ⱪ꜡◓ꜝⱶ│

⌐ Fortran77 ≢ ↕╣≡⅔╡ ─ ⌐ ≠ↄⱨ□▬ꜟ ⅜ ∞⌐∕─

╕╕ ╦╣≡™╕∆ ⅜№╡╕∑╪ ⌐ ∆╢ ≤

⅜♃כ♦─ ↕╣√ⱨ□▬ꜟ F01 ⌐ MAKEF05≢ ∆╢ SCAT─ ⱨ

□▬ꜟ F05 SCAT ─ ⱨ□▬ꜟ F26 eduDV ≢ F01 ╩ ⇔√≤⅝⌐ ⌐ ↕╣╢

ⱨ□▬ꜟ F25 Orbital Population ⅜ ↕╣╢ F36 ─◄Ⱡꜟ◑כ

─◄Ⱡꜟ◑כ ⅜ ↕╣≡™╢ F08E Ᵽ▬♫ꜞ ≢ SCAT─ ⅜

↕╣≡™╢ F09╛ F39  POPANL╛ POPANLS─ ⱨ□▬ꜟ F08P NETC─ ⱨ□▬

ꜟ I08 BNDODR─ ⱨ□▬ꜟ BN8 LVLSHM─ ⱨ□▬ꜟ L04⅔╟┘ L05 LVLSHM─

ⱨ□▬ꜟ L07 DOS─ ⱨ□▬ꜟ D04⅔╟┘ D05 DOS─ ⱨ□▬ꜟ D07 D07S⅔

╟┘ DD7 XPS─ ⱨ□▬ꜟ X04⅔╟┘ X05 XPS─ ⱨ□▬ꜟ X07 X07S⅔╟┘ XX7

LVLBNDS ─ ⱨ□▬ꜟ LB4S ⅔╟┘ LB5S LVLBNDS ─ ⱨ□▬ꜟ LB7S LB7SDT

LB7SKG LB8S⅔╟┘ LB8SKG BASEF─ ⱨ□▬ꜟ B05 BASEF─ ⱨ□▬ꜟ B07

WAVNUM─ ⱨ□▬ꜟWAVNUM⌂≥⌂≥ ─⌂™ ⌂ ⱨ□▬ꜟ─ │

⌐≤∫≡│ ╘≡ ⅎ⌐ↄↄ ∕╣∙╣─ⱪ꜡◓ꜝⱶ╩ ∆╢⌐№√∫≡ ╩ ⇔√

╠╟™─⅛ ⇔√ ⌐│≥─ⱨ□▬ꜟ╩ ╣┌╟™─⅛ ╣╢╕≢│ ╩ ⇔╕∆  
 

 ╙℮ Windows ≤™℮ GUI ╩ ≤∆╢ OS ≢ DVīXa ⱪ꜡◓ꜝⱶ╩

⅛∆⌐№√∫≡ ⅝⌂ ≤⌂╢─│ ─╟℮⌐ DVīXa ─ ⱪ꜡◓ꜝⱶ─

ⱨ□▬ꜟ⌐ ⅜⌂™≤™℮ ≢∆ ─⌂™ F01 F05 F25 F26 F08E

F36 BN8 I08 F08P L04 L05 D04 ⌂≥─ⱨ□▬ꜟ│▪▬◖fi─♄Ⱪꜟ◒ꜞ♇◒⌐╟╢

◄♦▫♃≢─ ╖ ╖⅜≢⅝∏ ∆╢⌐№√∫≡ ⌐☻♩꜠☻╩ ⅎ╕∆  
 

⌐╟∫≡ ↕╣√ ̜ │ ─ ₁─ ╩ ⌐ ╡

ↄ↓≤⌐ ⇔≡™╕∆ Windows ≢ DVīXa ⱪ꜡◓ꜝⱶ╩ ℮⌐№√∫≡

♩ⱴfi♪ⱪ꜡fiⱪ◖│◙כꜚ ╩ ∆╢ ╙MSīDOS◖ⱴfi♪╩ ℮ ╙№╡╕∑╪

♃Ⱪ◄♦▫♃ ◄♦▫♃ ╩ ∆╢∞↑≢ ╩ ≢⅝╕∆  

♃Ⱪ◄♦▫♃( ◄♦▫♃)─ ⌐│Ⱳ♃fi כⱣꜟכ♠ ⱨ□fi◒◦ꜛfi◐כ ⱪꜟ♄

►fiⱷ♬ꜙכ ⱳ♇ⱪ▪♇ⱪⱷ♬ꜙכ כꜙ♬ⱷכ◙כꜚ ℮™≥כ◐♩♇◌♩כꜛ◦ ≢

DVīXa ⱪ꜡◓ꜝⱶ⌐ ∆╢ ⌂ⱪ꜡◓ꜝⱶ ⅜ ╘╒╓ ≡ ↕╣≡™╕

∆ │◙כꜚ ╘ ה ↕╣≡™╢ⱪ꜡◓ꜝⱶ╩ ⌐ ה ◒ꜞ♇◒ ⇔≡™ↄ∞

↑≢ DVīXa ⱪ꜡◓ꜝⱶ─╒╓ ≡─ ╩ ™↓⌂∆↓≤⅜≢⅝╕∆  

∕╣∙╣─ⱪ꜡◓ꜝⱶ╩ ∆╢⌐№√∫≡ ⌂ ⱨ□▬ꜟ╩ ⇔√╡ №╢™│└⌂

╩ ∆╢ ╙ ↕╣≡™╕∆ │ ₁⅜Γ◄♦▫♃Δ ⌐ ↕╣≡⅔╡╕

∆─≢ ⱨ□▬ꜟ─ │∕─╕╕∕─ ≢ ∫≡ ⅝ ∆╢↓≤⅜≢⅝╕∆

─⌂™ ─ ⱨ□▬ꜟ╙ ≢│ ⌂ↄ ⇔™♃Ⱪ≢ ⌐ open ↕╣╕

∆ ⱪ꜡◓ꜝⱶ╩ ⇔√ ⅜◙כꜚ│ ╢═⅝ⱨ□▬ꜟ⅜ ⌐ open ↕╣╕∆ ─

⌂™ ─ ⱨ□▬ꜟ╙ ⅜◙כꜚ⌐ ╢═⅝ⱨ□▬ꜟ╩ √⌂♃Ⱪ≢ open ⇔≡ↄ╣╕

∆ ⌂⅔ ╩∆╢ ─⌂™ ⱨ□▬ꜟ│ Read Only)♪כ⸗ )≢ open↕╣╕∆  
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╕√ ̜ ⅛╠│ ─ⱪ꜡◓ꜝⱶה◦☻♥ⱶ ╙ ╟ↄ ∆╢

↓≤⅜≢⅝╕∆  

╩ꜟ♦⸗כ♃☻ꜝ◒╠⅛♃כ♦─ ╢ DISPLATⱪ꜡◓ꜝⱶ  

ⱨ□▬ꜟ ▫♥ꜞ▫♥כꜚ Open Babel GUI Open Babel GUI Ver. 2.3.0 

┘ ה ─ ◦☻♥ⱶ VESTA Ver. 2.1.5 

◦☻♥ⱶ eduDV 

DVīXa ⅔╟┘∕─ꜚכ♥▫ꜞ♥▫ⱪ꜡◓ꜝⱶ─ ™  

ⱨ□▬ꜟ─ ⱨ□▬ꜟ─ ⌐≈™≡│ ─  

ה     ה  ה         

₈│∂╘≡─ Ί DVīXa ┼─ ₉   

 ( ), ISBN 4ī7827ī0392ī9, 2,500                  

1998 5 10   

2006 7 25   

╩ ╣┌ ⌐ ⅜ ™≡№╡╕∆  

⌂⅔ ≢ ╦╣≡™╢♃Ⱪ◄♦▫♃₈ ◄♦▫♃₉ 

http://hide.maruo.co.jp/software/hidemaru.html │◦▼▪►▼▪≢∆─≢ ↓╣∞↑│

↔ ─ URL http://hide.maruo.co.jp/swreg/index.html ─ ⌐ ™↔

™√∞ↄ ⅜№╡╕∆ ─ ◄♦▫♃─ ⌂ ─ ╙ ╘≡ ∕╣╒≥

⌂ ≢│№╡╕∑╪─≢◦▼▪►▼▪ ─⅔ ™⌐↔ ↕™ √∞⇔ ─

Ɽ♁◖fi⌂≥≢ ─ ⅜ ╦╣╢ №╢™│ ─ ⅜ ⌐ ╦╣╢ │

╩ ↕╣╢ ⅜№╡╕∆ http://hide.maruo.co.jp/support/hidemarufree.html 
 

Ừ ̜  ─▬fi☻♩כꜟ  

─ URL ╟╡∆═≡ ⌐ꜞfi◒⅜ ∫≡№╡╕∆─≢↔ ↕™  

http://www.chem.ous.ac.jp/ %7Egsakane/index.html#assistance_environment  

Windows ─◖fi♩꜡כꜟⱤⱠꜟ─◦☻♥ⱶќ  ќ ≢ כ◙כꜚ  

(U)≢ ⌐ ≢ DVīXa ⱪ꜡◓ꜝⱶ╩▬fi☻♩כꜟ∆╢ ⅎ┌ 

     

  dvdir   C:¥DVXA  DVXA ⱨ◊ꜟ♄─ Ɽ☻  

  displat  C:¥DISPLAT  DISPLAT ⱨ◊ꜟ♄─ Ɽ☻  

╩ ⇔≡ↄ∞↕™ dvdir ≢ ⇔√ⱨ◊ꜟ♄ ≢│ C:¥ DVXA ¥ CALC ≢ 

DVīXa ⌐╟╢ ╩ ∫≡™⅝╕∆─≢ dvdir ≢ ∆╢Ɫכ♪♦▫☻◒ 

♪ꜝ▬Ⱪ ≢│ C♪ꜝ▬Ⱪ ⌐│ 2 3 GB ─ ⅝ ⅜№╢↓≤⅜ ≢∆  

─ │ 

Ɽ♁◖fi(OS)╩  

∆╢≤╟™≢⇔╞℮  
 

 

 

 

 

 

           dvdir ─  

           (C:¥DVXA )≢ ╩ ╘╕∆  

http://hide.maruo.co.jp/software/hidemaru.html
http://hide.maruo.co.jp/swreg/index.html
http://hide.maruo.co.jp/support/hidemarufree.html
http://www.chem.ous.ac.jp/~gsakane/index.html#assistance_environment
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₈│∂╘≡─ ΊDVīXa ┼─ ₉─ ◘ⱳכ♩◘▬♩ 

http://chem.sci.hyogo-u.ac.jp/hajimete/index.html 

─♄►fi꜡כ♪Ɑכ☺ http://chem.sci.hyogo-u.ac.jp/hajimete/download.html 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

╟╡  dvxa_v1_04.zip (2007.09.04; 17.9 MB)  
⅔╟┘ displat_full .zip (2007.07.07; 804 KB)  
╩♄►fi꜡כ♪⇔≡ↄ∞↕™ dvxa_v1_04.zip╩ ⇔(33.4 MB ⌐⌂╡╕∆) dvxaⱨ◊ꜟ♄

╩∕─╕╕ C:¥♪ꜝ▬Ⱪ─ ⌐◖Ⱨכ( )⇔≡ↄ∞↕™ ─CDīROM│ ™╕∑╪  

⌐ displat_full.zip ╩ ⇔(1.90 MB ⌐⌂╡╕∆) displatⱨ◊ꜟ♄╩∕─╕╕ 

C:¥♪ꜝ▬Ⱪ─ ⌐◖Ⱨכ( )⇔≡ↄ∞↕™ ─CDīROM│ ™╕∑╪  
 

ⱪ꜡◓ꜝⱶ (eduDV)╩▬fi♃כⱠ♇♩ה ─►▼Ⱪ◘▬♩ ─ 

◦☻♥ⱶ eduDV─►▼Ⱪ◘▬♩ 

http://www.chem.ous.ac.jp/%7Egsakane/fun/index.html#edudv 

 

 

 

 

 
 
 
 
 
 
 
 

⅛╠  eduDVs.zip 2010/06/04; ♁7.53 ;⇔⌂☻כ MB  
  ╕√│ eduDV.zip 2010/06/04; ♁כ☻ ⅝; 7.67 MB  
  ╩♄►fi꜡ה♪כ ⇔ ⇔╕∆ eduDVs╕√│ eduDVⱨ◊ꜟ♄ ─ⱨ□▬ꜟ 

ΓsetupDV.cmdΔ╩♄Ⱪꜟ◒ꜞ♇◒∆╣┌ ⱪ꜡◓ꜝⱶ│∆═≡ C:¥DVXA ─ ─ 

⇔™ ⌐▬fi☻♩כꜟ↕╣╕∆ ⌐ ⌂ⱨ□▬ꜟ─╖◖Ⱨכ↕╣╕∆  

http://chem.sci.hyogo-u.ac.jp/hajimete/index.html
http://chem.sci.hyogo-u.ac.jp/hajimete/download.html
http://www.chem.ous.ac.jp/~gsakane/fun/index.html#edudv
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◄♦▫♃─►▼Ⱪ◘▬♩http://hide.maruo.co.jp/software/hidemaru.html 
╟╡ ◄♦▫♃ Ver. X.YY   βX, YY ⅜ ╗⌐≈╣ ⅜ ⅎ≡™⅝╕∆ 

  ╩♄►fi꜡ה♪כ ⇔ ♄Ⱪꜟ◒ꜞ♇◒⇔≡▬fi☻♩כꜟ⇔╕∆  

2010 ( 22 )11 27 ( ) X 8, YY 02≢∆  

 

 

 

 

 

 

 

№≤│ 

http://hide.maruo.co.jp/swreg/ 

╟╡ 4,200 ╩ ╠⅛─ ≢⅔ ™ 

™√∞↑╣┌ ◄♦▫♃─  ⌐◙כꜚ

⌂╣╕∆  

⌂⅔ ⌐ ⇔≡™╢ ─ ⌐ 

│ ─╖ ◄♦▫♃╩ ≢ ╦ 

∑≡™√∞↑╢ ⅜№╡╕∆  

 

─►▼Ⱪ◘▬♩ JP-Mineral  http://www.geocities.jp/kmo_mma/ 
   ≢ VESTA─ ─Windows   VESTA  Version 2.1.5   

 

 

 

 

 

 

 

 

 

 
 

 

 

 
   
 

 

 

 

 

http://hide.maruo.co.jp/software/hidemaru.html
http://hide.maruo.co.jp/swreg/
http://www.geocities.jp/kmo_mma/
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Windows VESTA C:¥Program Files⌐ ™≡ↄ∞↕™(C:¥Program Files¥VESTA)  

Documentation ♃◓─Manual ╟╡ VESTA_Manual.pdf(27.3MB, 2010/9/8 )╩ 
♄►fi꜡כ♪⇔ ↓╣╙ C:¥Program Files¥VESTA ─ ⌐ ™≡ↄ∞↕™  

 

ⱨ□▬ꜟ ▫♥ꜞ▫♥כꜚ Open Babel Version  

http://openbabel.org/wiki/Main_Page─ Get Open Babel ╟╡ Open Babel GUI  

(Open Babel GUI)─Windows ▬fi☻♩כꜟ 

ⱨ□▬ꜟOpenBabel2.3.0_Windows_Installer.exe 

(2010/10/26; 8.44 MB)╩♄►fi꜡כ♪⇔≡ 

ↄ∞↕™  
 

 

 

 

 

 

2010 22 11 27 ( ) Open Babel GUI Windows ─ Version

│ 2.3.0≢∆ ▬fi☻♩כꜟ─ │ ∏ C:¥Program Files¥ OpenBabel ⱨ◊ꜟ♄⌐▬fi☻♩

™↕∞ↄ≡⇔ꜟכ ♦ⱨ◊ꜟ♩─ⱨ◊ꜟ♄ ⅛╠ ─╟℮⌐ ∏ ⇔≡ↄ∞↕™  

  ─►▼Ⱪ◘▬♩₈  ─ ₉ 

http://homepage.mac.com/fujioizumi/─  
  3D Visualization System VENUS Ɑכ☺ 

http://homepage.mac.com/fujioizumi/visualization/VENUS.html─  

11.1.2 Assistance environment fo the DVīXa method 

http://homepage.mac.com/fujioizumi/visualization/VENUS.html#assistance_environment 

http://openbabel.org/wiki/Main_Page
http://homepage.mac.com/fujioizumi/
http://homepage.mac.com/fujioizumi/visualization/VENUS.html
http://homepage.mac.com/fujioizumi/visualization/VENUS.html#assistance_environment
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™↕∞ↄ≡⇔♪כ꜡Ⱪⱨ□▬ꜟDV-Xa.zip(2009/12/03; 336 KB)╩♄►fi▬◌כ▪╡╟  

DV-Xa.zip╩ ⇔(1.03 MB ⌐⌂╡╕∆) Macrosⱨ◊ꜟ♄, Restⱨ◊ꜟ♄, Readme_DV.txt

╩∕─╕╕ C:¥DVXA ─ ⌐◖Ⱨכ( )⇔≡ↄ∞↕™ C:¥DVXA ¥Macros, C:¥DVXA ¥Rest, 

C:¥DVXA ¥Readme_DV.txt Restⱨ◊ꜟ♄⌐ ╕╣≡™╢ DLL │ ─ Ver. 3.10≢∆  

2010 11 27 ( ) DLL http:/ /www.ceres.dti.ne.jp/ %7Esugiura/ │ Ver. 3.10

⅜ (2009 9 20 ( ) )≢∆─≢ dgdll3 10.zip ╩ ─►▼Ⱪ◘

▬♩╟╡♄►fi꜡כ♪ ⇔≡ Restⱨ◊ꜟ♄⌐ ╕╣≡™╢ DengakuDLL.dll ⱨ□▬ꜟ , 

DengakuDLL_manual ⱨ◊ꜟ♄ ≤ ╕√│ ⅝ ∆╢ │№╡╕∑╪  

http://www.ceres.dti.ne.jp/~sugiura/
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C:¥DVXA ¥Readme_DV.txt╩ ╖⌂⅜╠ ╩ 

∫≡™⅝╕∆ ⌂ │ ─ ╡  

 

C:¥DVXA ¥Rest¥DengakuDLL.dll ╩ C:¥Program Files¥ 

Hidemaru ⱨ◊ꜟ♄ ⌐ ∆⅛◖Ⱨכ⇔╕∆  

 

10 ◄♦▫♃╩ ∟ → ∕─ ќ ќ ⌐ 

⅔™≡ C:¥DVXA ¥Macrosⱨ◊ꜟ♄╩ⱴ◒꜡ⱨ□▬ꜟ  

⅔╟┘ ⱨ□▬ꜟ ─ⱨ◊ꜟ♄⌐ ⇔≡⅔⅝╕∆  

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

11 ∕─ ќ◐כ ╡ ≡ќ ╖ќ ≢ C:¥DVXA ¥Macros¥SCAT.key╩ ╖ ╖╕∆  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



♃Ⱪ◄♦▫♃( ◄♦▫♃) ≢ ℮ DVīXa   ─ ⅝ ᷃2010     

 - 10 - 

12 ∕─ ќ ─ / ≢ " ╩ⱨ□▬ꜟ⅛╠ ∆╢"╩ ┘  

C:¥DVXA ¥Macros¥SCAT.reg╩ ╖ ╖╕∆ ≢ │ ≢∆  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
       β ⌐╟∫≡│ 12.─ ╩ ℮ 
        ∞↑≢ 10. , 11.─ │ ⌂ 
        ⅜№╡╕∆  
 
       β ⌐╟∫≡│ 12.─ │  
        C:¥DVXA ¥Macros¥SCAT.reg╩ 
        ♄Ⱪꜟ◒ꜞ♇◒∆╢∞↑≢ ∆╢ 
        ⅜№╡╕∆ ↓─ ∕─ 
╩♩♇◌♩כꜛ◦         ⅛╡╛∆™  
        ⌐⅔™≡⅔ↄ≤ ⅎ┌ OS⅜  
        ∆╢√┘⌐ ⅜ ↕╣╢ 
         ─ Ɽ♁◖fi─╟℮⌂  
        ≢│ ≢∆  
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₈│∂╘≡─ ΊDVīXa ┼─ 

₉ CDīROM─ │Watcom Fortran Ver. 10.5 ≢ 

ⱦꜟ♪↕╣≡⅔╡Windows95, 98, 2000, XP≢│ ⌐  

⇔╕∆⅜ Vista, 7≢│ ⇔⌂™ ⅜№╡╕∆  

 ⇔⅛⇔ ─₈│∂╘≡─ ΊDVīXa 

 ┼─ ₉─◘ⱳכ♩◘▬♩≢ 2007  

07 07 ( )⌐ ∕─ 9 4 ⌐ ↕╣√ 

dvxa_v1_04.zip (2007/09/04; 17.9 MB)  

│ Open Watcom Fortran Ver. 1.6≢ⱦꜟ♪↕╣≡⅔╡  

Windows Vista, 7≢╙ ⌐ ⇔╕∆ Open Watcom  

Fortran─ Ver.│ 1.9≢№╡ dvxa_v1_xx.zip╙  

─ Open Watcom Fortran≢ ⱦꜟ♪↕╣╢ ≢∆  

◦☻♥ⱶ eduDV│ Open Watcom Fortran Ver. 1.9 ≢ⱦꜟ♪↕╣≡™╕∆ ↕╠⌐↓─

Version ─DVīXa ⱪ꜡◓ꜝⱶ│ ⌐╟╡ ─╟℮⌂ ⅜⌂↕╣≡™╕∆  
 

ה (NEQ)≢ 999 ╕≢ ≤⌂╡╕⇔√ │╙≤╟╡ 999  

╕≢ ⱪ꜡◓ꜝⱶ─ ⱨ□▬ꜟ≢╙ ↑∑∏⌐ ⇔≡ↄ╣╕∆  
 

│SCATה 10◘▬◒ꜟ╩ ≤⇔≡ ╡ ⇔☿ꜟⱨ◖fi◦☻♥fi♩⌐⌂╢╕≢ ⅜ ╦╣ 

╕∆⅜ ∕─ 10◘▬◒ꜟ╩ ⌐ SCAT ⅜ ∫≡™╢─⅛ ∫≡™╢≤⇔ 

≡╙ ⌐ ⌐ ⅛∫≡ ∫≡™╢─⅛ │≡⇔≥◙כꜚ⅜≥↓℮™≥ ⌐⌂╢─≢  

cmd.exe ≢ ◘▬◒ꜟ ↔≤⌐₈ ─ ─ ─ Mixing Parameter₉╩ 

⇔≡ↄ╣╢ ⌐⌂∫≡™╕∆  
 

ה ◒ꜝ☻ ◒ꜝ☻─ ⌐ ◒ꜝ☻ ◒ꜝ☻⅜ ↕╣╕⇔√ ◒ꜝ☻≢╙╕∞  

╡⌂™≤™℮ ⸗♦ꜟ─ ─ ⌐ ℮↓≤⅜≢⅝╕∆  
 

MAKEF05ה ⌐⸗♦ꜟ─◘▬☼ ⌂♦▫ⱷfi☺ꜛfi◘▬☼ ╩ ⇔ ─ 

ⱪ꜡◓ꜝⱶ≢│◒ꜝ☻◘▬☼╩ ⇔⌂ↄ≡╙ ⌐ ⌂◘▬☼⅜ ↕╣≡ ↕ 

╣╕∆ ╙∟╤╪ ╡ ─ ≢◒ꜝ☻◘▬☼╩ ⇔≡╙ ™╕∑╪  ◙כꜚ

│◒ꜝ☻╩ ∆╢ ⅜⌂ↄ⌂╡╕⇔√ ◒ꜝ☻─ ╙ ⅎ⌂ↄ≡╟™─≢∆ ↓─◒ 

ꜝ☻─ ≤™℮ ─▪▬♦▪│ ☻ꜝ◒│≡∫≥⌐◙כꜚ ≤™℮ ⌂ 

╩⇔⌂ↄ≡╙∆╗ ⌐ ⌂ ∞≤ │ ∫≡⅔╡╕∆  
 

ה ─ ⅔╟┘ ─ ⅜ ⇔√ⱪ꜡◓ꜝⱶ 

MAKEF05SCFS⅜ ╕╣≡™╕∆ MAKEF05SCFS ─ ™ │MAKEF05≤ ≢∆⅜  

F01⅛╠ F05⅜ ↕╣╢ MAKEF05SCFS ≢│ SCFS ─ F05⅜ ↕╣╕∆  

─MAKEF05≢│ SCCS ─ F05⅜ ↕╣╕∆ SCFS │ ⌐ SCCS ╟╡╙ 

⌂ SCAT ⅜ ╦╣╕∆⅜ SCCS ⌐ ═≡ ─ ⅜™ↄ≈⅛  

⇔╕∆ ⇔⅛⇔ ╛ ╩ √╢ ≤∆╢ ה ה ▬○fi─  

≢│ ⌐ SCFS ─ SCAT ─ ⅜ ╩╟ↄ ∆╢ ╩  

ⅎ╢↓≤⅜ ™╟℮≢∆ ∕─√╘ ╛ ─ ╩ ℮↓≤─ ™ eduDV≢ 

│ SCFS ╩♦ⱨ◊ꜟ♩≤⇔≡⅔╡╕∆ ATOMN ▬○fi IONN│ ↄ  

MAKEF05SCFS ≢ ⇔√ F05⌐│ ₁─ ⌐ ∆╢ ⱳ♥fi◦ꜗꜟ─  

RIDO ⅔╟┘ R0─ ≤⇔≡ Slater ─ ─ ⅜ ↕╣≡™╕∆  

http://www.chem.ous.ac.jp/%7Egsakane/venus/SCFS/R0.html 

⇔ↄ│ 89Ɑכ☺⅔╟┘ ─ 143 146Ɑכ☺╩ ⇔≡ ↕™  

http://www.chem.ous.ac.jp/~gsakane/venus/SCFS/R0.html
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Ừ ̜ ─ ™  

eduDV╩ ℮ ─  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
─ₒeduDVₓⱲ♃fi╩◒ꜞ♇◒⇔╕∆  
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ⅎ┌ (CO) ╩ ∆╢ ⱪꜟ♄►fiⱷ♬ꜙכ 20  
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
─ ⅛╠ 
 
 
 
╩ (◒ꜞ♇◒)⇔╕∆ ∆╢≤ ↕╠⌐ⱪꜟ♄►fiⱷ♬ꜙכ⅜ ╣╕∆─≢  
                     

↓─ ⅎ┌ abn ⱡfi☻Ⱨfi  ה
╩ (◒ꜞ♇◒)⇔≡╖╕∆  
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*** ⱪ꜡◓ꜝⱶ Cӓv11n ( ) ⱡfi☻Ⱨfi  ***  
*** AB ⅎ┌ (CO)  

Input Atomic Number(Z) (1 < Z < 94) of atom A, Z = ?  6  ¾  њ ─  

Input Atomic Number(Z) (1 < Z < 94) of atom B, Z = ?  8  ¾  њ ─  

Input Distance(Å), AīB = ?  1.1282  ¾  њ ≤ ≤─ (М) 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

↓─ ≢ (CO) ─ⱡfi☻Ⱨfi SCAT ≢─ │ ∞∫√ ♥כꜚ

▫ꜞ♥▫ⱪ꜡◓ꜝⱶ─ ╙ ╘≡ ⌐ ⇔≡™╕∆ №≤│ ─ ─ ⌐№╢

ₒVESTAₓⱲ♃fi╩ ∆∞↑≢∆ ₒVESTAₓⱲ♃fi╩ ∆ ⌐ │ₒF01ₓ♃Ⱪ╩▪◒

♥▫Ⱪ⌐⇔≡⅔⅝╕∆ ↓℮⇔≡⅔ↄ≤ VESTA≢│ ⌐ F01⅜ ╖ ╕╣╕∆  
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eduDV─ ≢│∆≢⌐ CONTRDALL⅜ ↕╣≡⅔╡╕∆─≢ ─ ╩

VESTA ≢ ↄ↓≤⅜≢⅝╕∆ Ɑכ☺╟╡↓─ ≡─ ╩ VESTA ≢ ™√ ╩  

™√⇔╕∆ ⱳ♥fi◦ꜗꜟⱴ♇ⱪ⅔╟┘ HOMO ⱴ♇ⱪ╙ ™≡╖╢↓≤⌐⇔╕∆  

VESTA─ ⌂ ⌐≈™≡│ ≢ ⇔≡№╡╕∆  
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6ɨ (LUMO+1)  ◄Ⱡꜟ◑כ  23.67837 eV  

(Isosurface level: 0.01a0
3/2), Opacity 1 (%): 60, Opacity 2 (%): 100 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

2a 2ɥ (LUMO)  ◄Ⱡꜟ◑כ  4.87203 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 
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2b 2ɥ (LUMO)  ◄Ⱡꜟ◑כ  4.87203 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

5ɨ (HOMO)  ◄Ⱡꜟ◑כ  -3.22573 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 
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4a 1ɥ (HOMOĭ1) ◄Ⱡꜟ◑כ  -5.83479 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

4b 1ɥ (HOMOĭ1) ◄Ⱡꜟ◑כ  -5.83479 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 
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4ɨ (HOMOĭ2) ◄Ⱡꜟ◑כ  -8.16741 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

3ɨ (HOMOĭ3) ◄Ⱡꜟ◑כ  -22.50709 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 
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2ɨ (HOMOĭ4) ◄Ⱡꜟ◑כ  -260.16207 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

1ɨ (HOMOĭ5) ◄Ⱡꜟ◑כ  -499.91974 eV  

(Isosurface level: 0.01a0
3/2) , Opacity 1 (%): 60, Opacity 2 (%): 100 
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ⱳ♥fi◦ꜗꜟⱴ♇ⱪ 

(Isosurface level: 0.01a0
3/2 , Opacity 1 (%): 90, Opacity 2 (%): 100 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 
   

10 HOMO ⱴ♇ⱪ 

(Isosurface level: 0.01a0
3/2 , Opacity 1 (%): 90, Opacity 2 (%): 100 


