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 Dynabook SS 2010 DS86P/2, CPU: Mobile 
Intel Pentium III 866 MHz, RAM: 256 MB, OS: Windows 2000 Service Pack 4 Open Watcom 
Fortran77 compiler (Version 1.9)[16]  
 
3.  

A2B6 D3d (
) d3d26, d3d26n, 

d3d26s 3 d3d26n
 

































4.  
Windows  

C:¥dvxa>setdvxa.bat [Enter] C:¥dvxa>setdvxa [Enter]  
C:¥dvxa>makedv d3d26 [Enter] 
C:¥dvxa>makedv d3d26n [Enter] 
C:¥dvxa>makedv d3d26s [Enter] 

C:¥dvxa¥object¥d3d26.exe 
C:¥dvxa¥object¥d3d26n.exe 
C:¥dvxa¥object¥d3d26s.exe 

eduDV…  



5.  

DV−X�  [4] Windows

DV−X� C:¥dvxa ¥Macros¥SCAT.reg
(O) /

(U)… SCAT.reg eduDV  
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(C) 6 (H) 1 C−C  
1.5351 Å, C−H 1.0940 Å, C−C−H �CCH 111.17° [17]  
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 (rydberg, Ry)  (hartree, 

hr) (electron volt eV
POPANL

(f08p) (C−1s, C−2s, C−2p, 
H−1s)  

 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 
     MULLIKEN POPULATION ANALYSIS OF  aa1g  FOR     LEVEL 
 E(  1)      -260.2180 EV 
  ( 1 1s) 1.0000  ( 1 2s) 0.0000  ( 1 2p) 0.0000  ( 2 1s) 0.0000 
 E(  2)       -15.8181 EV 
  ( 1 1s) 0.0000  ( 1 2s) 0.6469  ( 1 2p) 0.0193  ( 2 1s) 0.3339 
 E(  3)        -5.9303 EV 
  ( 1 1s) 0.0000  ( 1 2s) 0.0160  ( 1 2p) 0.8280  ( 2 1s) 0.1560 
 E(  4)        12.8778 EV 
  ( 1 1s) 0.0000  ( 1 2s) 0.3371  ( 1 2p) 0.1528  ( 2 1s) 0.5101 
     CHRG OF  a1g BLOCK 
               NO. OF ELECTRONS IN I ORBITAL OF X ATOM 
  ( 1 1s 0)  2.0000  ( 1 2s 0)  1.3258  ( 1 2p 0)  1.6945  ( 3 1s 0)  0.9797  ( 
                   CHRG(X ATOM, Y ATOM) 
 ( 1)       4.7091 
 ( 3)       0.6223      0.6686 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 
     MULLIKEN POPULATION ANALYSIS OF  a2g  FOR     LEVEL 
     CHRG OF  a2g BLOCK 
               NO. OF ELECTRONS IN I ORBITAL OF X ATOM 



                   CHRG(X ATOM, Y ATOM) 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 
     MULLIKEN POPULATION ANALYSIS OF  aa1u  FOR     LEVEL 
     CHRG OF  a1u BLOCK 
               NO. OF ELECTRONS IN I ORBITAL OF X ATOM 
                   CHRG(X ATOM, Y ATOM) 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 
     MULLIKEN POPULATION ANALYSIS OF  a2u  FOR     LEVEL 
 E(  1)      -260.2145 EV 
  ( 1 1s) 1.0000  ( 1 2s) 0.0000  ( 1 2p) 0.0000  ( 2 1s) 0.0000 
 E(  2)       -12.6193 EV 
  ( 1 1s) 0.0000  ( 1 2s) 0.4153  ( 1 2p) 0.1218  ( 2 1s) 0.4629 
 E(  3)        12.6860 EV 
  ( 1 1s) 0.0000  ( 1 2s) 0.1913  ( 1 2p) 0.8066  ( 2 1s) 0.0021 
 E(  4)        14.1320 EV 
  ( 1 1s) 0.0000  ( 1 2s) 0.3934  ( 1 2p) 0.0716  ( 2 1s) 0.5349 
     CHRG OF  a2u BLOCK 
               NO. OF ELECTRONS IN I ORBITAL OF X ATOM 
  ( 1 1s 0)  2.0000  ( 1 2s 0)  0.8306  ( 1 2p 0)  0.2435  ( 3 1s 0)  0.9258  ( 
                   CHRG(X ATOM, Y ATOM) 
 ( 1)       2.6606 
 ( 3)       0.8272      0.5123 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 
     MULLIKEN POPULATION ANALYSIS OF  eg   FOR     LEVEL 
 E(  1)        -5.7010 EV 
  ( 1 2p) 0.4275  ( 2 1s) 0.5725  ( 
 E(  2)        14.7376 EV 
  ( 1 2p) 0.5725  ( 2 1s) 0.4275  ( 
     CHRG OF  eg  BLOCK 
               NO. OF ELECTRONS IN I ORBITAL OF X ATOM 
  ( 1 2p 1)  0.8550  ( 3 1s 0)  1.1450  ( 
                   CHRG(X ATOM, Y ATOM) 
 ( 1)       0.5058 
 ( 3)       0.6985      0.7958 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 
     MULLIKEN POPULATION ANALYSIS OF  eu   FOR     LEVEL 
 E(  1)        -8.1333 EV 
  ( 1 2p) 0.5548  ( 2 1s) 0.4452  ( 
 E(  2)        11.9007 EV 
  ( 1 2p) 0.4452  ( 2 1s) 0.5548  ( 
     CHRG OF  eu  BLOCK 
               NO. OF ELECTRONS IN I ORBITAL OF X ATOM 
  ( 1 2p-1)  1.1096  ( 4 1s 0)  0.8904  ( 
                   CHRG(X ATOM, Y ATOM) 
 ( 1)       0.7427 
 ( 4)       0.7338      0.5236 
------------------------------------------------------------------------------------------------------------------------------------------------------------------ 

 
 

M.O.  eV   C−1s  C−2s  C−2p  H−1s  

2eg ((LUMO+4)) 14.738  0  − − 57.25% 42.75%

4a2u ((LUMO+3)  14.132  0  0.00% 39.34% 7.16% 53.49%

4a1g ((LUMO+2)  12.878  0  0.00% 33.71% 15.28% 51.01%

3a2u ((LUMO+1)  12.6686 0  0.00% 19.13% 80.66% 0.21%

2eeu ((LUMO)  11.901  0  − − 44.52% 55.48%

1eeg ((HOMMO) -55.701 4  − − 42.75% 57.25%

3a1g ((HOMO-11)  -55.930 2  0.00% 1.60% 82.80% 15.60%



11euu ((HOMO-22)  -88.133 4  − − 55.48% 44.52%

2aa2u ((HOMO-33)  -112.619 2  0.00% 41.53% 12.18% 46.29%

2a1g ((HOMO--4)) -115.818 2  0.00% 64.69% 1.93% 33.39%

1a2u ((HOMO-55)  -2260.21 2  100.00% 0.00% 0.00% 0.00%

1aa1g ((HOMO-66)  -2260.22 2  100.00% 0.00% 0.00% 0.00%
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1a1g (HOMO-6), Isosurface level: ±0.005a0-3/2 
C−1s 100.00%, C−2s 0.00%, C−2p 0.00%, H−1s 0.00% 

 
 
 
 

  
 
 
 
 

1a2u (HOMO-5), Isosurface level: ±0.005a0-3/2 
C−1s 100.00%, C−2s 0.00%, C−2p 0.00%, H−1s 0.00% 

 
 
 
 
 

 
 
 
 
 

2a1g (HOMO-4), Isosurface level: ±0.05a0-3/2 
C−1s 0.00%, C−2s 64.69%, C−2p 1.93%, H−1s 33.39% 

 



 
 
 
 
 

   
 
 
 
 
 

2a2u (HOMO-3), Isosurface level: ±0.05a0-3/2 
C−1s 0.00%, C−2s 41.53%, C−2p 12.18%, H−1s 46.29% 

 
 
 

 
 
 
 
 

  
 
 
 

1eu (HOMO-2) #1, Isosurface level: ±0.05a0-3/2 
C−2p 55.48%, H−1s 44.52% 

 
 
 
 

 
 

 
 
 
 
 

1eu (HOMO-2) #2, Isosurface level: ±0.05a0-3/2 
C−2p 55.48%, H−1s 44.52% 



 
 

  
 
 
 

  
 
 
 
 
 

3a1g (HOMO-1), Isosurface level: ±0.05a0-3/2 
C−1s 0.00%, C−2s 1.60%, C−2p 82.80%, H−1s 15.60% 

 
   

 
 

  
 

 
 
 
 
 

1eg (HOMO) #1, Isosurface level: ±0.05a0-3/2 
C−2p 42.75%, H−1s 57.25% 

 
 

 
 

 
 
 

 
 

  
 
 

1eg (HOMO) #2, Isosurface level: ±0.05a0-3/2 
C−2p 42.75%, H−1s 57.25% 



 
  

 
  

 
   

   
   

 
 

 
 

2eu (LUMO) #1, Isosurface level: ±0.06a0-3/2 
C−2p 44.52%, H−1s 55.48% 

 
  

 
 

  
 

 
 

   
 

 
2eu (LUMO) #2, Isosurface level: ±0.06a0-3/2 

C−2p 44.52%, H−1s 55.48% 
 

 
 
 
 

 
 
 
 
 
 

3a2u (LUMO+1), Isosurface level: ±0.06a0-3/2 
C−1s 0.00%, C−2s 19.13%, C−2p 80.66%, H−1s 0.21% 



 
  

 
 

      
 

 
 

 
  

 
4a1g (LUMO+2), Isosurface level: ±0.06a0-3/2 

C−1s 0.00%, C−2s 33.71%, C−2p 15.28%, H−1s 51.01% 
 

 
 

 
  

 
 

 
 

  
 

4a2u (LUMO+3), Isosurface level: ±0.06a0-3/2 
C−1s 0.00%, C−2s 39.34%, C−2p 7.16%, H−1s 53.49% 

 
 

 
  

 
 

 
  

 
  

 
2eg (LUMO+4) #1, Isosurface level: ±0.06a0-3/2 

C−2p 57.25%, H−1s 42.75% 
 



 
 

 
 

 
 

 
 

  
 
 

2eg (LUMO+4) #2, Isosurface level: ±0.06a0-3/2 
C−2p 57.25%, H−1s 42.75% 
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A2B6 D3d d3d26 d3d26n, d3d26s, d3d26

eduDV

C2F6 (C)
6 (F) 9 C−C 1.545 Å, C−F

1.326 Å, C−C−F �CCF 109.8° [17]  
eduDV (C2H6, 

D3d ) 1.5 (C6H6, D6h ) (C2H4, D2h )
(C2H2, D h )  
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Web  
Design of online database and web services for archaeomagnetism 

 
*  ( ) 

Tadahiro Hatakeyama (Information Processing Center, Okayama University of Science) 

 
Abstract 

Now we are introducing the design and specifications of a new 
web-based database of archaeomagnetis in Japan and the plan of 
publishing the database as a web service. The targets of this service are 
researchers of geomagnetism / paleomagnetism, researchers and 
investigators of archeology, people related to education, students and 
general citizens. Our web service will provide the information of 
archeomagnetic dataset, locations and eras with search engine and map.  
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