it L BB K B A HERDFIEFR Y AT & eduDV
HE RS FHLEFE Y AT A eduDV

] (LR SE BAR AL PR BARGAK

gsakane@chem.ous.ac.jp

1. IFL®IZ

IFD LB ERDEFORYLEOREZHFES 51201, &1
FACEED R AR5 1 DE IR Z B L2 TR B 7200,
IHEROIE D BRI, BRORFICA ST FAEICE ST
A LFOP THENL > THEENNEERIEH Th 5. FAEITS
PR CE S T2B T OREETT IV (RMEKICT 74— K
DFEFHARD) oS (K1) 24T, va b7 0 o T—HEX
EIRNTHLN D JFFHEREIC OV THES, L LD TH
29 DRl RIS, D BRI A A — D a2
IALRICx T DB A > T LE D) FEL DR R0,
RFHEIZE->TH, FEFH, HEHR BRE8T
RFE D EAROE TR O THIE, L OE D7l 2 #i
AL THELNDI D THLUED R IEMRA A—UBL0END M1 &%ERTESBELOAL A=Y
DZ RN F—HENNIZDONT, RSN N CHAIC B
IR S5 2 1, BRESCERA~OREZ T TIIBO TREECTH D, Fl2IX 2pcBEEHICE D &,
HRENOR (X2) 1%, ABMTHRNTEVATLATHOEZR (K3) LIk iE-sTN5.

V4

B2  RFOHFECHER ST L IRBIBEE 3 AfeDT AT LT - Fom L2 EBIB%K
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] LI BEA R 2 B2 L HEMTWIEFE > AT & eduDV

WPER BRSO BB 2 B F R D B —#R Tl b TV D 0 FHLERH R 7 1 77 212 DV-XaiEnd & 5 [2].
JAMIERRTR AR CHEE TV E D Z LN TE, MK E 251 Tho THIEFBED /XY 2 TR
DOREE LS BEFRELZFHRETELB]. BHOET7 7 ANMET Y =T hbF o re—RL, HEWREH
IXEECHEZ H[4]. S =7 027 THLIHFIN=T o Z Bl A A =L (THTIv 7 7Y
—HIERH Y, FANICEE L TWD Y ar CREPNFAT2HAIE, BHEICIVEIEING), RE
TREDBEIE LIHBATT ¥~ 7 vt “DV-XalEiB3HREREE” (6l fAiiieZ L12X Y GUI T
DV-XoEDBFIATE 2 L 5127257 RELRK, PMEM KBRS L “Mifs, KOET - 25
EEO =Rt b7 1 72 AVESTA” [8]# % 7> m—R[9] - £ A h—/F4uf, DV-Xalk TiHE
LB R, ETVHE, BERT Uy AR EEZRTAMbTE 5 X o1tk sl

BRI B L7 M T 5 I3 L OBREE T4 722%, R 1 - 2RI ER e
NTINEZBRIESEDLDITLLFIZET 2BRIC LV RNETHS.

- CP/M—-86 <° MS-DOS 72 &£, Character-based User Interface(CUD® OS T/\Y > Zffi> T /=
TR, BEOFRAER, &Iz NV 253 TIZ Windows 72 £ Graphical User
Interface(GUDZEIE L7~ OS THoHNTHD. £ F—F Y FOWWWT T oY, U—71 -« K&t
HYZ7 b, TVvBrT—varyy 7 M lId@Ee e TEl) OREBLIORFETO [y 2 Af)
ARO#ER THHELBIFEZIEGL TV 500, (EFROFETH unix 25 2L bk, 7rr 73
YU DORRBIFL AL, CUI Tarbta—Fa#fELI LWV RERMNT LA LENZD, flii
MS-DOS =2~ > KiZb & kv, 7740 (THFART 7 AN, "AFUT7A40) RFT 4L 7 MY (7
FNE) OV Y —hEERR EOBESIERE SN TWRWEAENRZL . Fortran7T b7 Z L RN
77 ANDANT), EERSLEEOUDOENX, 77 ANVORE (FXFA L, NAFY), EEESLEWI K
I RBEEA 2. L L DV-Xasr FHLERIR 7' 1 77 AOFEEEIX, Windows D=2~ K77
FTEEL TV CULAR—RL LIeV AT ATHY, FHEEET AL N EERLZY 77 A V&
A= L7720 957 ONERIKEO MS-DOS a2~ RiZEHR L TCWHIXLERSH S, F7z DV-Xasr 1
WOERFE 7' 1 7T AARIKRIL Fortran77 TEMNLTCWAT2YD, TOANT7 7 A Ve TT 4 X5 THRT S
(Zd 7o T, BERAKRO Fortran OFXNOME (G2 - BHOW - f5 800 - U RIAEGELR 172 &)
LUETHD., ZNOzREOFTRIMNOMLTWND L, ZNET CHRFMZEL, FHRU T 7
—DRHEIZRH>TLE D (ZIUTENTEROH LHE TlIH D0).

- DV-Xo43 FlEF R 710 75 LD AT 7 7 A0 FO1 ZAERLT 5 DI, ERAOEFES -, —fbikFE
ST, TEMLRFBDFRRELRLEELL, KD TRTVESTHIRAL U TEoTlBE, ZD
JEREZ RO D12 THe Y O ET 5. FlE = ABREN Do TORWEENRSZWES, £5T
BrORMOTREDL DT> TLE D (FIIFENTEHERHAETIIH L), /Y 3 @ ET=K
TN FOBERET VAR RTH I LICK D A5 L CEREA BB 1T 572 bRV TH A
I, WRESHET T T ERITTIR Sy T OERE 2 H oy CHRINT 5 2 E R TE R WEAITSZ .

- BER LSRR LS T E ORI STV BN RO A S A O 4y FBillE R L X —HEANL X 1
X, ZD5S5T « $EROFRE (BT 288 ICES D TFHIEDOL RN ONTWDG . AT SREORE
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Rt | LB R S B A L HEMTWIEFE > AT & eduDV

ROBEMZFRIE L7200, MRTHETOHFIUBEIZE HBA LRI EL7-DICE, ELWK
FriaE (F25) 2 AN C DV-Xa2r FELUEFHE 21TV 720208, DV-XoH Ot #riuE/ERL 7 1 7 F & symOrb
(NEX L O TOEIRREFHRE[3] 17 CD-ROM (Z[FIHR) Z &) 972 121% Mathematica 23 %ETH 5.
L7 L Mathematica IZEMTH Y, FKEBRZEORY aNZ1FA VA =L ENTWRNWZ ENZ W (b

FRFEETHR > TRV ERZN).

ZZTERIX, RoNGEEFHNTERETHLRFPAETYH, MO THEMEL R LIS, WERD EH
RILFEOFAPIES, BRF I SN TV DOERA 201 OhFiEEZ B HFHE LT, E1 (EEBE
DIPRRE DT RN F—ZWkd 2 Z LN TE D “BEMS FHUEFE S 2T 2 eduDV” [10]DBAFEIZ &
FLiz. BEEINRNT T 40T R, av X4 T7—DNR—=2 a0 T v I FHa v A AEEE2ITH &
T~ =27 110, Fwmscs 12112 K D5 - B RIEENC S O 7.

~v=aT7 VN> TH 7 o m— R[138] « A > A2 b — /L UTBRER I3 5 . [ LR RS AL
VH—DRAEFEBF ROV 221 DV-Xaikl4], FieT ¢ #[5], DV-Xaibit A ZEREE(6],
VESTAI[9], eduDV[13]23A > A h—L SN TEY, EFOHYTHHER - EE TRWIIEHLTWS.

2. BAFEERBL

Bl 2 —I 053/ — kY 2 (RZ 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)[14]% 1 > A b —/L L7=EgEE %2 =,

3. 70T MERK
HERY THEFR S AT L eduDV L, UTOTF 07T AEPLER SN TEY, EEOV =74
FM13lkvw ¥ —RCTE 5.
3-1. Fortran 77 Y — A7 0 /7 A

01. atom.f 143,202 B 21. ecnvehk200.f 2,550 B
02. atomn.f 143,378 B 22. cnvehk250.f 2,550 B
03. c2via.f 4,253 B 23. cnvchk300.f 2,550 B
04. c2v12n.f 4,369 B 24. cnvehk50.f 2,549 B
05. c2v12s.f 4,365 B 25. cscafix.f 2,693 B
06. c3edfix.f 1,987 B 26. d3h13.f 3,728 B
07. c3v13.f 4,605 B 27.d3h13n.f 3,812 B
08. c3v13n.f 4,721 B 28. d3h13s.f 3,736 B
09. c3v13s.f 4,717 B 29. d4h14.f 4,278 B
10. c8v1l.f 3,395 B 30. d4h14n.f 4,291 B
11. c8v111l.f 4,290 B 31. d4h14s.f 4,287 B
12. c8v1111.f 4,894 B 32. d6h66.f 5,491 B
13. c8vlllinf 4,972B 33. d6h66n.f 5,504 B
14. c8v1llls.f 4,968 B 34. d6h66s.f 5,500 B
15. c8vllin.f 4,369 B 35. d8h12.f 3,628 B
16. c8vllls.f 4,365 B 36. d8h12n.f 3,709 B
17. c8vlin.f 3,476 B 37. d8h12s.f 3,705 B
18. c8vlls.f 3,472 B 38. d8h2.f 3,212 B
19. cnvchk100.f 2,550 B 39. d8h22.f 4,004 B
20. cnvehk150.f 2,550 B 40. d8h22n.f 4,084 B
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41. d8h22s.f 4,080 B 63. ml6s.f 4,615B
42. d8h2n.f 3,239 B 64. molda2dvf 6,203 B
43. d8h2s.f 3,235 B 65. oh16.f 4,174 B
44. dv2chem3d.f 3,510 B 66. oh166.f 5,454 B
45. dv2daph.f 10,436 B 67. oh166n.f 5,671 B
46. dv2f01.f 7,414 B 68. oh166s.f 5,567 B
47. dv2molda.f 6,724 B 69. ohl6n.f 4239 B
48. endsts.f 3,264 B 70. oh16s.f 4235 B
49. existf05.f 1,034 B 71. p3edadd.f 2,076 B
50. f0ladd.f 2,587 B 72. p3edfix.f 2,210 B
51. hlgap.f 2,365 B 73. prests.f 2,874 B
52. hlgaps.f 3,802 B 74. prests2.f 1,336 B
53. ion.f 145,533 B 75. prestsL.f 2,876 B
54. ionn.f 145,534 B 76. pscaadd.f 2,644 B
55. mh206.f 6,016 B 77. pscafix.f 2,957 B
56. mh206n.f 6,141 B 78. read36.f 13,325 B
57. mh206s.f 6,137 B 79. td14.f 3,920 B
58. ml4.f 4,357 B 80. td144.f 4,907 B
59. ml4n.f 4,369 B 81. td144n.f 5,024 B
60. ml4s.f 4,365 B 82. td144s.f 5,020 B
61. ml6.f 4,607 B 83. td14n.f 3,985 B
62. ml6n.f 4,619B 84. td14s.f 3,981 B

3-2. Open Watcom Fortran 77 Version 1.9 % Ca > XA )V LIZFEIT7 7 AL

01. atom.exe 34. d6h66s.exe 67. mh206.exe
02. atomn.exe 35. d8h12.exe 68. mh2o06n.exe
03. c2v12.exe 36. d8h12n.exe 69. mh206s.exe
04. c2v12n.exe 37. d8h12s.exe 70. ml4.exe

05. c2v12s.exe 38. d8h2.exe 71. ml4n.exe

06. c3edfix.exe 39. d8h22.exe 72. ml4s.exe

07. c3vl3.exe 40. d8h22n.exe 73. ml6.exe

08. c3vl3n.exe 41. d8h22s.exe 74. ml6n.exe

09. c3v13s.exe 42. d8h2n.exe 75. ml6s.exe

10. c8vll.exe 43. d8h2s.exe 76. molda2dv.exe
11. c8vlll.exe 44. dv2chem3d.exe 77. ncontrd.exe
12. c8vllll.exe 45. dv2daph.exe 78. ncontrdall.exe
13. c8vlllln.exe 46. dv2f01l.exe 79. nmakec04d.exe
14. c8vlllls.exe 47. dv2molda.exe 80. oh16.exe

15. c8vllln.exe 48. endsts.exe 81. oh166.exe

16. c8vllls.exe 49. existf05.exe 82. oh166n.exe
17. c8vlln.exe 50. f0ladd.exe 83. 0h166s.exe
18. c8vlls.exe 51. gcontrd.exe 84. oh16n.exe

19. cnvchk100.exe 52. gcontrdall.exe 85. oh16s.exe

20. cnvchk150.exe 53. gmakec04d.exe 86. p3edadd.exe
21. cnvchk200.exe 54. hcontrd.exe 87. p3edfix.exe
22. ecnvchk250.exe 55. hcontrdall.exe 88. prests.exe

23. ecnvchk300.exe 56. hlgap.exe 89. prests2.exe
24. cnvchk50.exe 57. hlgaps.exe 90. prestsL.exe
25. cscafix.exe 58. hmakec0O4d.exe 91. pscaadd.exe
26. d3h13.exe 59. icontrd.exe 92. pscafix.exe
27. d3h13n.exe 60. icontrdall.exe 93. read36.exe
28. d3h13s.exe 61. imakec0O4d.exe 94. scontrd.exe
29. d4h14.exe 62. ion.exe 95. scontrdall.exe
30. d4h14n.exe 63. ionn.exe 96. smakec04d.exe
31. d4hl14s.exe 64. jcontrd.exe 97. td14.exe

32. d6h66.exe 65. jcontrdall.exe 98. td144.exe

33. d6h66n.exe 66. jmakec04d.exe 99. td144n.exe
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100. td144s.exe 105. umakec04d.exe 110. xcontrdall.exe
101.td14n.exe 106. wcontrd.exe 111. xmakec04d.exe
102.td14s.exe 107. wcontrdall.exe 112. ycontrd.exe
103.ucontrd.exe 108. wmakec0O4d.exe 113. ycontrdall.exe
104.ucontrdall.exe 109. xcontrd.exe 114. ymakec04d.exe

% gcontrd.exe, gcontrdall.exe, gmakecO4d.exe, hcontrd.exe, hcontrdall.exe, hmakec04d.exe,
icontrd.exe, icontrdall.exe, imakec04d.exe, jecontrd.exe, jecontrdall.exe, jmakecO4d.exe, ncontrd.exe,
ncontrdall.exe, nmakecO4d.exe, scontrd.exe, scontrdall.exe, smakecO4d.exe, ucontrd.exe,
ucontrdall.exe, umakecO4d.exe, wcontrd.exe, wcontrdall.exe, wmakecO4d.exe, xcontrd.exe,
xcontrdall.exe, xmakec04d.exe, ycontrd.exe, ycontrdall.exe, ymakecO4d.exe 1%, KR KZED KB IERESE
Ao TRt (FEHER) WihEEWwWieE7e 77 A ThHS.

3-3. Open Watcom Fortran 77 Version 1.9 TDO 2 L /A )VFELT Ry F 7 7 A4 )b

01. latom.bat 29. 1d4h14.bat 57. Imh206s.bat
02. latomn.bat 30. 1d4h14n.bat 58. Iml4.bat
03. Ic2v12.bat 31.1d4h14s.bat 59. Iml4n.bat
04. 1c2v12n.bat 32.1d6h66.bat 60. Iml4s.bat
05. lc2v12s.bat 33. 1d6h66n.bat 61. Iml6.bat
96. lc3edfix.bat 34. 1d6h66s.bat 62. Iml6n.bat
07. 1c3v13.bat 35.1d8h12.bat 63. Iml6s.bat
08. lc3v13n.bat 36.1d8h12n.bat 64. Imolda2dv.bat
09. lc3v13s.bat 37.1d8h12s.bat 65. loh16.bat
10. le8v1l.bat 38. 1d8h2.bat 66. loh166.bat
11. Ic8v1ll.bat 39. 1d8h22.bat 67. loh166n.bat
12. lc8v1lll.bat 40. 1d8h22n.bat 68. loh166s.bat
13. le8vlllln.bat 41. 1d8h22s.bat 69. loh16n.bat
14. 1c8v1llls.bat 42. 1d8h2n.bat 70. loh16s.bat
15. 1c8v1lln.bat 43.1d8h2s.bat 71. 1p3edadd.bat
16. lc8v1lls.bat 44. 1dv2chem3d.bat 72. Ip3edfix.bat
17. 1c8vlln.bat 45. 1dv2daph.bat 73. lprests.bat
18. 1c8vlls.bat 46. 1dv2f01.bat 74. lprests2.bat
19. lenvchk100.bat 47. 1dv2molda.bat 75. lprestsL.bat
20. lenvehk150.bat 48. lendsts.bat 76. lpscaadd.bat
21. lenvchk200.bat 49. lexistf05.bat 77. lpscafix.bat
22. lenvchk250.bat 50. If01add.bat 78. Iread36.bat
23. lenvchk300.bat 51. Ihlgap.bat 79. 1td14.bat
24. lenvchk50.bat 52. Ihlgaps.bat 80. 1td144.bat
25. lescafix.bat 53. lion.bat 81. 1td144n.bat
26. 1d3h13.bat 54. lionn.bat 82. 1td144s.bat
27.1d3h13n.bat 55. Imh206.bat 83. 1td14n.bat
28. 1d3h13s.bat 56. Imh206n.bat 84. 1td14s.bat

34, T T T LFTNTF T AL
01. a2.bat 15. abcen.bat 29. c8vll.bat
02. a2b2.bat 16. abcs.bat 30. c8v1ll.bat
03. a2b2n.bat 17. abn.bat 31. c8vllll.bat
04. a2b2s.bat 18. abs.bat 32. c8vlllln.bat
05. a2n.bat 19. atom.bat 33. c8vlllls.bat
06. a2s.bat 20. atomn.bat 34. c8vllln.bat
07. ab.bat 21. atoms.bat 35. c8vllls.bat
08. ab2.bat 22. c2v12.bat 36. c8vlln.bat
09. ab2n.bat 23. c2v12n.bat 37. c8vlls.bat
10. ab2s.bat 24. c2v12s.bat 38. cnvchk100.bat
11. abe.bat 25. c3edfix.bat 39. envehk150.bat
12. abed.bat 26. ¢3v13.bat 40. cnvchk200.bat
13. abedn.bat 27. ¢3v13n.bat 41. cnvchk250.bat
14. abeds.bat 28. ¢3v13s.bat 42, cnvchk300.bat
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43.
44.
45.
46.
47.
48.
49.
50.
51.
52.
53.
54.
55.
56.
57.
58.
59.
60.
61.
62.
63.
64.

cnvchk50.bat

contrd.bat
contrdall.bat
cscafix.bat
d3h13.bat
d3h13n.bat
d3h13s.bat
d4h14.bat
d4hl4n.bat
d4hl14s.bat
d6h66.bat
d6h66n.bat
d6h66s.bat
d8h12.bat
d8h12n.bat
d8h12s.bat
d8h2.bat
d8h22.bat
d8h22n.bat
d8h22s.bat
d8h2n.bat
d8h2s.bat

65.
66.
67.
68.
69.
70.
71.
72.
73.
74.
75.
76.
717.
78.
79.
80.
81.
82.
83.
84.
85.
86.

dv2chem3d.bat
dv2daph.bat
dv2f01.bat
dv2molda.bat
endsts.bat
existf05.bat
fO0ladd.bat
hlgap.bat
hlgaps.bat
ion.bat
ionn.bat
makec04d.bat
makeEduDV.bat
mh206.bat
mh2o06n.bat
mh2o06s.bat
ml4.bat
ml4n.bat
ml4s.bat
ml6.bat
ml6n.bat
ml6s.bat

87.
88.
89.
90.
91.
92.
93.
94.
95.
96.
97.
98.
99.
100. pscafix.bat.
101. read36.bat.

HE RS THLERTE Y AT A eduDV

molda2dv.bat

oh16.bat
oh166.bat
oh166n.bat
oh166s.bat
ohl6n.bat
ohl6s.bat
p3edadd.bat
p3edfix.bat
prests.bat
prests2.bat
prestsL.bat
pscaadd.bat

102. td14.bat.
103. td144.bat.

104. td144n.bat.

105. td144s.bat.
106. td14n.bat.
107. td14s.bat.

*contrd.bat, contrdall.bat, makecO4d.bat I3, KIRKZDKIFIEFRETLEND TR (FEAZFR) Wi
W77 ATHD.

3-5. T —HT7 7 AL
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01.
02.
03.
04.
05.
06.
07.
08.
09.
10.
11.
12.
13.
. 21.b05
15.
16.
17.
18.
19.
20.
21.
22.
23.

14

1.b05

10.b05
11.b05
12.b05
13.b05
14.b05
15.b05
16.b05
17.b05
18.b05
19.b05
2.b05

20.b05

22.b05
23.b05
24.b05
25.b05
26.b05
27.b05
28.b05
29.b05
3.b05

24.
25.
26.
217.
28.
29.
30.
31.
32.
33.
34.
35.
36.
37.
38.
39.
40.
41.
42.
43.
44.
45.
46.

30.b05
31.b05
32.b05
33.b05
34.b05
35.b05
36.b05
37.b05
38.b05
39.b05
4.b05

40.b05
41.b05
42.b05
43.b05
44.b05
45.b05
46.b05
47.b05
48.b05
49.b05
5.b05

50.b05

47.
48.
49.
50.
51.
52.
53.
54.
55.
56.
57.
58.
59.
60.
61.
62.
63.
64.
65.
66.
67.
68.
69.

51.b05
52.b05
53.b05
54.b05
55.b05
56.b05
57.b05
58.b05
59.b05
6.b05

60.b05
61.b05
62.b05
63.b05
64.b05
65.b05
66.b05
67.b05
68.b05
69.b05
7.b05

70.b05
71.b05

70.
71.
72.
73.
74.
75.
76.
71.
78.
79.
80.
81.
82.
83.
84.
85.
86.
87.
88.
89.
90.
91.
92.

72.b05
73.b05
74.b05
75.b05
76.b05
77.b05
78.b05
79.b05
8.b05

80.b05
81.b05
82.b05
83.b05
84.b05
85.b05
86.b05
87.b05
88.b05
89.b05
9.b05

90.b05
91.b05
92.b05

93.
94.
95.
96.
97.
98.
99.

100.
101.
102.
103.
104.
105.
106.
107.
108.
109.
110.
111.
112.
113.
114.
115.

93.b05
94.b05
atomf
c2v12
c3vl3
c8vll
c8vlll
c8v111l
d3h13
d4h14
d6h66
d8h12
d8h2
d8h22
mh206
ohl6
oh166
one
td14
td144
three
two
Zero
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36. FHTT 4 Z~rm (BT 4 #~ 7 ntk “DV-Xalfat R ERE” (6112 [FIHA)

01. eduDV.mac

02.
03.
04.
05.
06.
07.
08.
09.
10.
11.
12,
13.
14.
15.
16.
17.
18.
19.
20.
21.
22.
23.
24.
25.
26.
217.

a2.mac
a2b2.mac
a2b2menu.mac
a2b2n.mac
a2b2s.mac
a2menu.mac
a2n.mac
a2s.mac
ab.mac
ab2.mac
ab2menu.mac
ab2n.mac
ab2s.mac
abc.mac
abed.mac
abcdmenu.mac
abcdn.mac
abcds.mac
abcmenu.mac
abcn.mac
abcs.mac
abmenu.mac
abn.mac
abs.mac
atom.mac
atommenu.mac

4. #EFZTOM B

Windows /XY 2 O IR R BMEIZFAESE N ES L TV 5.

28.
29.
30.
31.
32.
33.
34.
35.
36.
37.
38.
39.
40.
41.
42.
43.
44.
45.
46.
47.
48.
49.
50.
51.
52.
53.

atomn.mac
c2vl2.mac
c2vl2menu.mac
c2vl2n.mac
c2vl2s.mac
c3vl3.mac
c3vl3menu.mac
c3vl3n.mac
c3vl3s.mac
d3h13.mac
d3h13menu.mac
d3h13n.mac
d3h13s.mac
d4hl4.mac
d4hl4menu.mac
d4hl4n.mac
d4hl4s.mac
d6h66.mac
d6h66menu.mac
d6h66n.mac
d6h66s.mac
ion.mac
ionmenu.mac
ionn.mac
mh2o06.mac
mh2o6menu.mac

54.
55.
56.
57.
58.
59.
60.
61.
62.
63.
64.
65.
66.
67.
68.
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