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C 30 30 4 0.5| 128 4 | 1920 0
D 120 30 4 0.5| 128 4 | 1920 0
G 30 30 4 2.0 128 4 | 1920 0
S 600 30 7 0.5| 224 4 | 3328 0
TSS 3 3 4 4 8 8 192 0
{M—680H>
7521 CPUS AL | ERY—-Ya L | HEEY—Y 3 | ESULELDE
€D (MB) (MB) (MB)
MAX | STD | MAX | STD |MAX | STD |MAX|STD
A 1 1 7 2 32 4 - -
B 5 5 7 2 32 4 - -
C 30 30 7 2 32 4 - -
D 120 30 7 2 32 4 - -
S 600 30 7 0.5 96 4 - —
TSS 3 3 4 4 4 4 - -
33 FIAEH

B3FE 6 B LD S —820/80DFIFRESHEEE L1,
CAURBEREE 4 HITERE =TT - 72 S —820DF| FH B D7#£40. 20% 2 D% DM —680H, S —820/
VAT LDRIANT  ZADFHBICESOTCETEET- 70 bDTH 5, TOFKRS —8200FFH S5
130, 175 E DR KL D EIL L 15 5 oo FIFHRBOBEHKEH LWHREIZLITO®ED
P=CPUm%*a+ (CPUs —~VPUs ) *b+VPUs xc+LP*xd+DISKxe
CPUm:4CPUKM (M—680H)
CPUs :4£CPUBR (S—820)
VPUs : X7 MgB#O2C P UR (S —820)
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LP 2 Y vy R RO
DISK:DISKf#EH#E#H (MB*hour)
FHOMBEIILITOED
a: 0.10 /sec
b : 0.175/sec ( S&THT : 0. 20)
c : 0.175/sec ( &THI : 0.20)
d : 0,045/ R—=Y (1 R=IHM—-680HDO, 455947)
e : 0.00067/MB*xhour
34 BE-FRy FT—UDERK
By y—OBET B5y M7 — 7 OBBBESRZER 3. 4. IT/RT
3.4.1 FRSMBEERR - Ry FO—OH—EX
(1) FERAEERARER R Yy b7 —7
Gy B KPR E DB IR / — NIC9600BPSEAER Tkt L ¢, K¥Mixw b7 =21
MALTWS, HEDY — ERBEEGKRDED TH 5,
TSS H—» WEIZE
TSS - WIS E
R X MGFR IMS

(2) &M, DD X7y hEEEE
& g # E | R % | FE RBREF S

| F [ 48 | 1200BPS (V. 22) 2 [Bl# TTY | 0564-53-6114(4%)
0564-53-6117
1200BPS (VADI C) 3 [El# TTY | 0564-53-6113(f%)

0564-53-6114
0564-53-6115

300BPS (V. 21) 2 [al#R TTY | 0564-53-6111(f%)
0564-53-6112

TTY | 163-060-5722107

D D X [&] # | 9600BPS

1 [ERe
GREIZE)

*PPERENICIE L EHR LAVE WA A v 2= D% Y7 v NI L TEEIURATE 720, HEHNIC
ZETE B, HARIGHRE TRFHCERAREE LTV 5,

(3 BITNET®EEV—-EX
W%y b7—=27BITNETIZMAL, BFAANY—EREIT-> T3,
J— NEtE# L L CRBEAFIEOV A X11/780% /M L, ZHERIASE L ORZ9600BPSOEHH
BRTHR LTV 5, FIFMRERRBRNORE, BEICHRELTW5,
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M-680H S-820/80
#th4E l
L oy 4FEP1 'CCP |‘ASTFE
DDX S M8
BIEES -
BITNET ————T4VAXIDWM

2

CCP : BiEHMEE
ASTCE : 72F¥—4—=3F+Navbu—3
FEP: 7oy bz RTlokyH
PS:#—ttL2s¥
DPBX : 7« V&L
K341 Fv b7—rBREaX
3.4.2 HAEEER O—-HIITUTXRy bI-7
(1) DPBX (F« V¥ IELESHH) 1L 2NRy b7 —7
DPBXIZ&kBF 1 V7 ILBEMENRENT 1 V5, BERICERYEREIN TV S, ZORNER
3IRDBED TH 5,

SFHE 70
HAH 5
IR 5
F o 10

INSOERICE > TRHATE 52 MTEKE BEEERREL TO®BD TH %,

BERE | A-MF O E ) ARES (RO
M—680H 9600BPS | 4 R— k| TTY 6210
S —820/80
1200BPS | 3K—h | TIY 6200
AR
VAX11/780 | 9600BPS | 24— | TV 6220

SBIZQEDPR— b L 7 71T -T, TOREDERNEHREL S EFRHIINS,
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R—breL 7 yIcLBEE
= L7 /BATERTZ 35MEREBERE I TOED TH 5,
BIEEE o m ' — K R=pr | R=PbLIF ISR
M —680H 9600BPS | 51 »E— K ((CP) 8 HK—h 20
S —820/80
27 1) —2FE— K (ASTCE) 7HR—} 30
1200BPS | 54 »E—F (CCP) 8§ F—h 10, 15
FLAH .
VAX11/780 | 1200BPS | 54 »E— R 2 AR— b 50

-
-

(3)

DERETHAIN TV BIRIIBAEE 100K D 5,

a—ANTYTxry F7—2 (LAN)

LANRBBE_Z#Hd 5, — 13X, 26070 b 3BV THEINLEL—-T %2y b
7—2ECSMA/CDARXTLLCYa b Lc#fLL 724 —% % v bEXF— w24 (G
W) TR LEohk (M—680H YEFEDOLDT, TS SIEKMKEE 771 )it (I F
I T)\TNZR7Y=>v2F7 4% (ASPEN) ZEMNEATE S, BLEHRTXBHMEARINEC
PC9801v U —XIZROSNT VB, Fo I DRETIIANEKRHO 7 7 1 LVEREE (M—220
H) OFIHbARETH %,

$9—21FKNE T /K200%/ L Th 2 MtEH (M—680H) &I fcf —¥ % v F T,
ZOLETRETCP/1I PO b a)Licll- TEENFRETH 5, KX MHEK, HHW0ET—
JAF—var (WS) T, UWKKHE (telnet), 7 7 1 L#nk (Ftp MNMEHTE B, 72720,
LD IABELY Y —HADA =Yy M —TIVICER SN EBICREI NS, 15K,
HN—T Ry bT7—=2D/—F (FSN) "FDD I GO bDICEZEDLS L, HTFHEHED
A =Py Mr—TNLNTOFERK WSHENTCP/IPF oIl TEETEZLLDIINS
RAELTH 3,

AL~ M- i
A iem| MooH $-820/80

B03.4.2 L ANDHRL

M-220H

YD
E thernet
| )
[ 1
IOMBP S

AV
(P C-9800 ¥ Y —X)
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35 FORTRAN (=2 3222-00) otvy—1E%#(t

DTHETFHEM L 7 —DEHED V31 541989F 4 B 3 HITNN—Y 3 02— 53—V 3
22— 00D Z 72,22-0013, S FHFETEME & —TIIBHCI988EIOA KDY Ta v 15L&
LTRARLTWA, (FHEMEIZI98SFEIOARRICE T 2 bDLONEDEL L >TSS,

PR Ic22-00 DR R OMERED W TERBAT 5,

1) 22-00D%#

22-00 DENFHIIFORTRANRZE 07 5 LFORT /ASS I STEDE.
EHEROS —820 DF LW — FOBEELEH LIcA 7V 27 FOHAEARGIC LcEIcd
Bo RERLOIEWMINT W UM IVERE, T U3 UBHICHER A Y 4 I LT
bLIAID02—04 & 1ZITRIFDOHEREZFF > TW B,

BCA 7V 2 7 - OfBE{LRE (X7 MIMEBREDETL) RURT— M v MIEDEN
HIBRDHEEE, 7 — 7 SREROKIBRE (R bILLEy) OBBEFICBIL Tld, 02—04iC btk
BOENDD, S—-820LTESINBEAEBH LT OIS LD I A1 INITEICEINWT
AP

Bt Yy —ZBBRINTVEIAT5VDI b, FRAEEDSVH0EAD S0 T 4
(#3150 jobs) Z W B DR EMBHRICE L HE LT OHED,

a4 )L C P UBsfitt (22-00/02-04)

275 HAP
OPT() 1. 80~2. 51f% 2.21 ~4.15f%
SOPT 2. 26~4. 61% 2.39 ~4. 345
%£f7C P USRI (22-00/02-04)
2H5 HAP
OPT( 0. 49~0. 97f 0.37 ~0. 96%
SOPT 0. 40~0. 93f% 0. 37 ~0. 95{%
3 A 31 ARERIR
A HTN—F L OIFHHI-D)
NOHA P
Y — ZITH 400 1000 3000 5000
PESARIER 0.4MB 0.9MB 1L.3MB 1.5MB
HA PR
Y — 2178k 400 1000 3000 5000
TEEEHEIR 0.5SMB 1L9MB 32MB 4.8 MB
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2)

3)

CORBICINUITO ST LOETHEER, 02—-04TI 231 LIcbDIcHAL 025
2. 5% L 1L > TV B,
02—04ickbr, X7 P LO#EH & HEED R E LD T, S —820/80% T 57’
T LIMRED N BHEEEMENE 1> TWVWB, 722, ORI T 0 T LART—4F1C
Lo TEML, BIHINT MVENEWEESLBIESHEDT, 02—04IH~RT*V
OPT I ONXTLBZDMMNEINT MILDIERN L DB BZENE L H 5,
EHE
HRAE (5 7ogi) BLUROEEFORTRAN (02-04) ERUTH S, EiEl
PR & 0 22—002 A L T iea—%E, Ny FVa70EE FORTTCLG, FOR
T7CL, FORTT7TCGDLSICFORTOHRICTDOL Ay FuifEi> L5 JCL%
EETENENDB, #77ald"SYS 1. IMS. PROCLIB iCA->TWwWas, &
BRI AFEA LTV AEAIL, SYS L. FORTEL I B 2E#%#L T35 JOBLIB
PSTEPLIBZHIKRL, UV r—YDSYSL I BETHEELTVWAIEAIR SYS 1.
FORT 7L I B IZBELBFIUIIE SN,
TSSa<YFTRLIBa=Yy KUYy —YOLIBARSYRFT ' SYS 1.
FORTELI B Z#EELTWAXEEELBWEIITEET S ENBETH 5,
S 75 Y LR TOL 912 ->TWs, GPSL, BGSPERBRWTI, T
VIBiOEEFORTRAN (02—04) DO &EUEIRTH 5,
SYS1. MATRIX. HAP
SYS1. MATRIX. NOHAP
SYS1. MSL2. NOHAP
SYS1. MSL2. HAP
SYS1. GPSL
SYS1. BGSP
EEHEIE
02—04IIBEEINDZDTH A TV 2 7 FOERPLETRITEL, F7202—-04TIER
LtcA T V27 b EY2a—ILEDRERTERVDOT, 02-UNSKITTBBICETOT D
75 LEBIURAINT BUREND B, 21—00TIER LA 7V 27 FEY 2 —ILEDRE
RAMRETH B, 22000 273 SOFMITOVWTE, AvF1rv<=aT7) (OMM1 3%
YIFXIFASPENOTUTORa= Y F) PRADFFNIRL, 2—WH K& ELI
BIENTEBLIITIE>TWVAS,
TURANATY a VIZBICERD22-0005DEE ISV, DCOMTDCOM
(... ) EWHEEAEVHIREITO< = 2 TILVTRIRINIRIN TS W,
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BENBFINTVWROID LD ITEMRINDY, JOEERFING, SLIKMAX,
NOMAX®DART v FEMEINTWVWS, COMMONEEZ J O BOETHICHEMRT 5
B, ZOCOMMONEERDOEKREHEFRT HNZ D TR EIRRTHART V FTHD,
PEFRIZRNNIC C OMMO NEENER SN A HFTICZ DRAREEE L Thrairhud, %
TRFUZERRORTJOBMIEE > Ty, 22—00TIRDCOM (MAX) AEELT
WL, ZRIEI 5180,

DCOMZIEEL1BE, 4T vr—Y17 4 5D54—%" LD=ANY, EX=
EA’ ZEE LU 580,

ARANAT L a NICSOPTOHREETSHENODCOMD KD EA T v a VHURE
INBIENBD, MUHEE LA TV a VINERINBZENSHHDT, A7 a3 VOl
VO—BRINIEET BL T B.(F TV a vid, BIHEEINLONBEINEIES
ICOPLISTAREELTATY a UHABRILAAL I IKIEESN TV ARG L9127
5o

4) Ry

22—003 /%4 SORBAIITE BRIV, N7 7 A H22-00DX7 7 1 H1988FE10H L D 2
BLTWA, EREOSFIHELy—TRHELTWZVREPO, 19894 4 A 3 HLIR&(E
HAT&EE->TV3,

FHERUTOA Y To2HEHd50, ASPENOFORT /ASSIST%H#S,
VECLOOP e LIFIOVECDO S Oizxtii LT\ 3,
VECMODU e PIFOVE C TMA Pz LTV 3,

5) FORT ASSIST (FORTRANBRZE 0/ 7 L)

ASPENMSFORTRANBFEXE 0/ SLFORT,/ASS I STHFIETE 3,
LML EED B ENTEBLIICASPENMSEFHTX 200 TH %, EFIE
WMATHREUBCBEANINTE %, LATEHE LU THE L PBIENEELTOHBEN, o
5 —DEMA LTS SE/MZRKEZSTERW D, GAUSSITANSOLSBAXR T s>
LZ&TS STEHTHEDED ZERTERY, Ny FUa TEOHEANKETH 5,

ASPENTIZ@ASPENEETIOE( ILEMAEASPEN 2) Z:&RJIHud, ASSI
STITIIWB Z ENTE 5,

36 HAP FORTRANTIOFvSA4v2=a7ll
HAP FORTRANTIOEEBLOHEHOFS O =27 IMNTS SR (BAERRARE
RBHD) hoBTExS, ZRAKIZ2EOHD, HIUBGEK (ASPENZF 1+ I THEAL
AR IATRE D 20200 RICPRE SN B) LOFiFE v 5 —iRk (RFNEHEKD S THSMEARE) ©
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EELTHR=aTIATF+ 2 MNIE—TH 3,
(B BSRDOERAE)
ASPENZF4#TTUTORa<Y FEANT 5,
TUTOR FLANG BEY=aTIVERRT 5,
TUTOR FGUIDE HFEHOF5 =2 TN EBET 5,
TUTOR END 2= aTNBRE— )5k 5,
(BFitt v 7 —IRDFERFE)
READYREETOMMI1 o< FEANT 5,
Y2 a T ILERA = 2 —CEBMERHDOF5 0 EEIRT 5,

37 S—820 TOTSSHY—EX
S—820 ICHEO /A UNTEELIITH T,
ROEHCa s+ AN 5,

LOGON S80 AB1CD2
20208 KDBE, ENTER LOGONDRRITVBIREDE ZDAS 820 ICLOGON
T&5, 074 LIc®EM—680HNS —8200E 5512074 v LTWAMIMDN ST -1
5SYSTEMa< Y REANTELEEATI NS,

ESBtvyva ichcD192MBETHEMATE S, 727L, TS SLATIIBIMBTHSD
THDOT S S—HDFEA L TVBIBSICIFINMBINTEFRTERWI L bH 5,
ESO7o4r—bMIRODLIICALLOCa< Y KEAHNT 5B,

ALLOC DD (FT02F001) TEMP (ESFILE) +
UNIT (ES) SPACE (100 MB
X, 7077 LOETNET LIETEPNMNIFREET 52 &,
FREE DD (FTO02F001 )
¥, —HMESHIREIESE LCE SIZOWTRMAEEETAEABENDT 5 IE0550
T, YHEVHIECHEREERT SLIICTEI L,
HAP QL) V—YaridtyyarHiz SMBETHETE 3,

38 ASPEN E2 (02-00) o/N—=2 30797
ASPENDI—=D 3 7 v L. EUEEEEILRICOWVWTRIZHRAT 5,
(1) #®EHTY NV XZIEET 2154, BBBIOKRTEAHIETE 3,

2) =a< Y Nkl ALca< Y NEBRRLCHERATE 3,

8) MEMOa= Y FThoMUDLEIHTHLHEHREERERTE 5,
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B AERIIav Y NESDO¥ASPENMEMEMOL IN1&E¥ASPENMEM
EMOLIN2IKSETCSa<y REAWTHRET %,
SETCS ¥ASPENMEMEMOLIN1 VAL (X®E1)
SETCS ¥ASPENMEMEMOLIN2 VAL (x%£2)
ASPENZMEMT B4, RO EIFEEDI L,
ASPENODTSSa<y NOETHIETI< Y N oY Vv 2ETTRIBAAT TNXAEH
THIENTERL, EHTMP 4 OMFEO—EHIKEZIF 5 (Xa<wr FBXUART v Foid
TEMEREDVERI T E 730,

ASPENDNN=Da v7y FITFEWT SDUTHEHRD < v FOEMN—EHZEEICL -7,

TSDUT®RCOPY, LIST, COMPARE, LISTSP, LISTPDS, DLNZ
< FOBHTH 5,

L1 STa<y FCOITEADIEEDRYION [, | o [ IKEEINI,

#l LIST dsn 1, 5 ek

LIST dsn 1:5 4ok E

LISTSP, LISTPDSOFR (/) EXbDPLEEINTWS, IhoDa<w s FOH
NaE2—=HFDOT0rS5 LA THE->TWBIBEREET ZHEND B,

3.9 MSGHELPDRFHESRE
MSGHELPTA v &=V IDIKTAILFA—F (BHE) MEETEBLIITB -1

1 MH JBB04% (JBB0 411K EEERETS)
B2 MH ABNDS0C% (0C 1 EEBRTB)

HBAvE—V I DESBUILES | ZHROTHDOA v -V [ DABETES, SCROLLE
ZHETHEIAIT T J(EVAR) EAvEe—VIDEANTHILICL->TTES,
# SCROLL:. JNL2411 (T4 VE— FIEHR)
SCROLL ( . JNL24113] (TNRTY — VImAR)

310 FORTRANXyE—2OMSGHELPHAR—F
FORTRANT77(21—00) OL5—A vt— Y DHEROVWTMSGHELPTHH£—FXh
720 BAGERDADY R— N ThHb, HAEBNMBTX BIKRTHERHDOZ &,
#l MH JNL240I J

31 EF 4+ RVDFRE
A—HREFET 4 X7 HBNVRERET A X 7DOELLM—FEAFETESLII1I2H->TW
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2o T4 A7 BEBEB|ANTERVINE D, BE->THELTLED J&FREV, BRT 1 X
JOSAVEF =5ty hOBNTEER LD, foFITBBEITNDE bORERNRT + X7 ITHBML
THEL I ETHEBROEEZRBE LD SAVEDZAR=2E b - EFIED TENTE 5,
WF 4 R REHT 572HICODMBEHBEINT VWS, 4H, ODMEEFIEDHAM O THE
WG T B, HEEDBEIRET A =2 —BEZEETESLLIICEE LI, ODMa< v K
DART Y FITHEBBAIEET 5 & A = 2 —HREIKRE— FIZE 5, BEESZIEE LGSR
BOD/R5 X =5 b—HITIEETE 5,
fEAF1 (DISK TO 0OD)

ODM 1
f#EHF2 (OD TO DI1SK)
ODM 2

A= 2 —HEHAETIEETE ABIEESBBE 1L 20ATH5S,

HHEB BTV T/ A = RIEETE A0, BE LB WEARIRICHEDE TS 5, BEET
LW ¥5 X — 7 OREHITIIEEF — DA THEDII,

ODMOMEDME LT EF =5y MEDIEEL, HONUDEZH DY X bET =51y M
ER L THEWT, TNEIEET 2 HANMERNTH S, f8EZALLPSAVEDIDHDIZ*@L I S
TEL@LISTOF =4ty MUTRRO X I HFELT—F &y bEEEFEL (1 AFLHERX
R—=RIZF5I &),

AB1CD2. @A. FORT
AB1CD2. B. DATA

312 ODM GEF 4RI TRV ) OBEET v T

S 4 VE— FIERTORIEMAERE Lz T A= EIEETHDIXT 74 MEOEETIW
BETHRE T A= 2 AN LTINS B -7cDERE (VF—2) F-EUIThIE
Lz, XV arvDy—=IFIVE—FEFEHLTOVAEEICA -V IVEBEL TR A-5OD
—PAEELCEETAHIENTESLLIITNE TS,

313 LISTCFa<w Y FORAR
F—Fty FMEO—BEERRICFERIEALISTClavy FoE#EKRELCLISTCF %

N LT

314 LISTDTavwY FOREH
F—yty MEO—EEAETERTALISTDTI<w Y FEABALI, T—% &y M
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TAILRH— R GRGHR) MWEETE B, H2/85A—FICL 1 STEIEETSE—EEEN v b
BRI —TY v yIicthicE 5,
fl LISTDT % LIST
Frpl
_AB1CD2 __A__ FORT_
l I | BACKUP
| | DATA
I | _CNTL
| _J__OUTLIST

3.15 S—820 TEITTZVaTOEKRY -V 3 VOIEERE

S —820TY a 7EETIHBEAIL, //*MAINXTIET 2EAR) -V a i3, EBIC
HHTEHDEEILL SVDAEXXEIEETSEIICTE &, BEMRIIEET 5E, FRICE
TTEBY a 7OEHVDIE IS0, REOMIEHENE DD, AV a TOMENFINTLE
HIENEL D, ERICHEALALY —Ya VOREIWE, YATIROYRT LAy E—=IUD
JOBLTa= Y FTHIBIENTE S,

teEll /*MAIN SYSTEM=S820
//*MAIN REGION= (, , 600 K, 4M)

3.16 VAXTERLI-HR T — T DA ABFiE
VAXOCOPYEROWTT—7 (ASCI IER) BOPENMTOA=2~DLABEL
WMTIJLEEET A EICLDERAAADTREE 1S > T B,

317 X3 L1 /02 3 TDIEE

JCLD,//*MAINXCPRL=YESZEETHL/ XTI 0%FHTEIa7LLT
EFTTBH, Sl [ OFEEMHRT B72012, ERICETTESY a 7HI oy ¥H7ch 5
BEICHIZA TS, &iff, 5L OEERLEVWOICPRL=YE SOfEEZLTWVWE V2
THRZIFoN, NI UIL] S ORRLERHTEY s TNZDROETELBISE>TLED Z&N
H5b

NI UV O%FERT B5EICDA

S/ *MAITN PRL=YES
EIEET B &,
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318 TSSOTIMEQWWOIFTOLY v DEILL

TSStyya vOCPUKMLREZ 1206 3RICER LD, WEETINETOM
AAEFAIN/ToY 27 MROIEETE 2T IMEWD /4 > 7oy Uy ZIIEE L THE
$HHBVWRITS 2B, PROC/IA—=FRIEELBVWTOIA VT BT L,

319 vy —1, 2REOPAERZ
try—1, 2BOMERLIZROED TH B,

1R 2 b
¥ H 17:00 22:00
+THEH 12:00 17:00
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4 WIFEPHFEL AR — b

4.1 HFHEHEZEROFHMode |l ingPXAFLKORIN/IRIS

DFHFEMERBTIERE - FE #H BRI

411 13 L & I

DFOME, (LFRISEMIERINCBETFORENE LTy I 2 b— M 3RS FHLEEIR
DFHEFOBSIIL Y — N TH BN IV E 2 — BREVEL T 2-DBRTIREZBARD
ATERAENEL TS, $IOHBICL > TEONIATHEPCETHHE L 0 RBIiEN, Hig
TEHITE, BRENE, EEOETE BMCITIEUAHENSBELALD, ULy,
BRHBIS EDNEEICTER ZENEHTH 5, I ZTIRBABGTEEOM NGBS & Sttt
BI5T749 07— AT—vary (GWS) OBRERIERBIEEES LicoFRuEEED 2D
DI574 v YAFLKORIN/IRI SicoWTHRiEYT 5,

A5 (No.9) TREL L A FuEEHEROnodelingy A7 AKOR [ NIZDWTHE L7,
ZDEEIFETY V7O BEETNTREEERRAITITIED, TEBD > HKEKOEBRT —5 %7
T4 I T4 AT VA RICEIEBERE LTERRTEHDTH 72 (CDVRTLEZHHTKOR
IN/S EMESD,
SEWERRRET 5 bDO TR FIET AL BEFEERL L OK TR EOEOHRE ARG R ETT
AW, BFTY VTN, BEBERET XTSI T4 v I T—IAT—vary (GWS) fITITI &
DRSS 27 LR LTz, JHUS KD 3 FHUEGTEARERA 3 IRtOBER & L THRENT
&% LEMC, BEESTRERICH EL, BEBERDSY -2 T 790 Ry A4 LvKigicHE LU,
F IR ORI L O KRBT EBOBRBIRIICIZEA SRS NFITEENTEE LI
Woteo TOGWSEDEFY VIV RXR7L%#KORIN/IRI SEMRZEICTS, KORI
N/SEKORIN/IRI SEMIZICHERTES Y RTLTH BN, BEFRTIREL, 2hth
DY AT LATERINBTERZE 7 VBB T -5 EELEODYRTLIZH > TV > THlE
H, AENTEBLIICTEBINTV S,

4.1.2 Y RF7LEK

VAT LRSI A L LITRT L DI >TWwW5B, ITRIS4D/T0GTIFGWSTHD, RI
SCT—F77F v ITEILUNI X<V v Thb, FERIBMB, BIK T «+ 27 E380MBA2H
L, ¥910M1 P SO E#EEE b ->TVWB, ZORNMIBBNLT T T4 v /LI i ->TH
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D, BEEEL - AR BEEER SA T4 V7 AL—=VU U TR EOBREN D 5, 1280X 1024
OBREETIBTTHBRBERR 7 V- Ny 77, ZXNy 7 72K 2 b2, ABGIE#KE OMIZ
A—#%%v b (TCP/IP) THHEINTED, BEWTtelnet, fip MMHZ 5, KB EH
fi3VOS 3 FCKNET /K200 Y257 L%H-TTCP/IP7o balEEELTWE,
KNET,/K200 Zff - fc Ehmd s E I AR ERO BT L DWW S ENKREI VD, KiE60~
120K B/ #< 5W\WTH -7,

KEIGHE R
M—680H S —820/80
T IRIS4D/T0GT
K200 GWS 7=~
PICTROGRAPHY 1000
Ethernet
|| |

M4 11 27 LM

4.1.3 70U LBEEBE

SFHETHEIZI AMOL, JASONREZEE - CTREGTERBITITE 5. B oM FHuE
B (MO) #»5KOR I N,/ SOANFEHEZMER L TMO £/ 3EFHEED 3 Rt FIRT —
5 HERDB, ZOBA—Y %y MEHT, ZO3RTKTFPETERZET—-5%2KORIN/IRI
SHDT7 7 1 IVICEEET B, I oEDmodeling, FR, BIEIZTXTKORIN/TRI S
TITI ZENTES, BN—Va v THEHTX BHEEERL 1 1ITRT,

®LLL K g — B

iz
2
op

3@
N g | F
~
op

G R v K X
R=IZAT 4 v I7ETI

& | &

|
u
N
[

ANR—=RT 4 IIVETI
FEEXxmEMEERN
HEEREY ) vy FETIL
£ B M B K

INSOEFNEEL DT TELEIBEVEEBRIHASOET, AKER FERER BHEE
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FEMSE2 FINITE ELEMENT METHOD FOR 2-DIMENSIONAL SCHRODINGER EQ
GHFID  GENERAL HARTREE-FOCK CALCULATION

BAND1 ~ EXTENDED HUCKEL CALCULATIONS OF ONE-DIMENSIONAL POLIMERS
JAMOL4 AB INITIO LCAO MO SCF CALCULATION

HONDO7 HONDO VERSION 7.0: AB INITIO MO CALCULATION

@DQCPETO /T LIKEA VT4 THRALEFINTWSQC P E (Quantum Chemistry
Program Exchange) 707’5 LZHEA L TWBHDTHYD, BERHHE0BATH 5, ETLFEDS
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QC0527 AMPAC: AUSTIN METHOD 1 PACKAGE (IBM 3090 VERSION)

‘QCO0530 FALLOFF—CURVES FOR UNIMOLECULAR AND TERMOLECULAR REAC. (IBM)
QCO0531 PERPCI: PREPARE PCILO INPUT CARDS

QC0532 NEWMAN: GRAPHICAL NEWMAN PROJECTIONS

QCO533 CDRAFT: CHEMICAL DRAFTSMAN

QCO534 QCFF—-PI:FORCE FIELD EVAL. OF EQUIL. GEOM. & VIB. FREQ. (VAX)
QCO535 VIB: NORMAL MODES OF VIBRATION (VAX)

QC0536 JOBO/HAMA: AROMATIC RING CURRENT EFFECTS

QCO0537 KMG: KANT MOLECULAR GRAPHICS PROGRAM V 2.05

QCc0538 KGNMOL : QUANTUM CHEMICAL PROGRAM PSCKAGE

QC0539 AMPAC: IBM 3090 VECTORIZED VERSION (WITH ESSL)

QCo0540 DENSITY: DENSITY PLOTTING ROUTINE FOR AMPAC USE

QC0541 DRAW: STRUCTURE INPUT AND MANIPULATION ROUTINE FOR AMPAC
QCO0542 QCFF—~PI :FORCE FIELD EVAL. OF EQUIL. GEOM. & VIB. FREQ. (IBM)
QC0543 MINP: MM2 INPUT ASSIST PROGRAM (VAX VERSION)

QCO0544 HONDO VERSION 7.0 (1987)

QCO0545 FORTICON8: EXTENDED HUCKEL CALC. (IBM 3090 VERSION)

QCO0546 PCILO3:PERTURBATIVE CONFIGURATION INTERACTION V 3 (IBM 3090)
QCO0547 MM2: MOLECULAR MECHANICS II (IBM 3090 VERSION)

QC0548 PCK83: A CRYSTAL MOLECULAR PACKING ANALYSIS PGM (IBM 30%90)
QCO0549 MOPAC: A GENERAL MOLECULAR ORBITAL PACKAGE V 4.00 (IBM)
QCO0550 PDMB87: LEAST-SQUARES NET ATOMIC CHARGES OF SITE MULTIPOLES
QCO0551 PRODIS: LOW—ENERGY CONFORMATION OF FLEXIBLE MOLECULES (VAX)
Q@CO0552 STICK: 2-D GRAPHICS SYSTEM
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#5612 HFRETOSILRyr—V—E
==== IMS PROGRAM LIBRARY

n

XXxx%%x LIST OF PROGRAMS IN THE GIVEN FIELD  XXXxXX
FIELD CODE : AS10
FIELD TITLE : SOLID STATE AND SURFACE.

NO. PROGRAM ID PROGRAM TITLE

001 MDANO3 MOLECULAR DYNAMICS FOR ALKALI NITRATE

002 DVSCAT NUMERICAL-BASIS-SCC-DV-XALPHA MO AND CLUSTER CALCULATION
003 EHTB EXTENDED HUCKEL METHOD FOR TWO DIMENSIONAL PERIODIC SYSTEMS

FIELD CODE : AS20
FIELD TITLE : POLYMER AND LIQUID CRISTAL.

NO. PROGRAM ID PROGRAM TITLE
001 BAND1 EXTENDED HUCKEL CALCULATIONS OF ONE~-DIMENSIONAL POLYMERS

FIELD CODE : AS30
FIELD TITLE : LIQUID AND SOLUTION.

NO. PROGRAM 1D PROGRAM TITLE

001 MDANO3 MOLECULAR DYNAMICS FOR ALKALI NITRATE

002 MDSALT MOLECULAR DYNAMICS SIMULATION FOR MOLTEN SALT

003 CLAMPS CLAMPS: CLASSICAL MANY PARTICLE SIMULATOR

004 NLPLSQ LEAST-SQUARES PROGRAM FOR REFINING LIQUID STRUCTURE MODELS
005 KURVLR PROGRAM FOR ANALYSING X~RAY DIFFRACTION DATA OF LIQUID

006 CCPS CCPS SIMULATION PROGRAMS

FIELD CODE : BI10

FIELD TITLE : BIOMOLECULES.

NO. PROGRAM ID PROGRAM TITLE

001 NASH SEARCH FOR NEAR ATOMS IN A PROTEIN

002 STEREO STEREO DRAWING OF SKELETAL MODEL OF PROTEINS.

003 CONVRT CONVERSION OF BNL DATA FORMATS TO PSPCS FORMAT

004 DISMAP TRIANGULAR DISTANCE MAP OF A PROTEIN

005 ASA ACCESSIBLE SURFACE AREA OF A PROTEIN

006 BENDER PARAMETER CALCULATION FOR BYRON'S BENDER MODEL

007 SUPPOS SUPERPOSITION OF TWO SIMILAR CONFORMATION OF PROTEIN(S)

008 BSIP BASIC STRUCTURAL INFORMATION ON PROTEIN FROM PDB DATA
009 TASP ANALYSIS OF PRIMARY AND SECONDARY STRUCTURES OF PROTEIN
010 PDB THE PROTEIN DATA BANK

o011 PRTXYZ XYZ COORDINATES OF MODEL STRUCTURE OF PROTEIN
o012 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN

FIELD CODE : CR20

FIELD TITLE : CARTESIAN COODINATES OF ATOMS IN MOLECULES.

NO. PROGRAM ID PROGRAM TITLE

001 ORTEP ORTEP DRAWING OF MOLECULAR AND CRYSTAL STRUCTURE

002 BSIP BASIC STRUCTURAL INFORMATION ON PROTEIN FROM PDB DATA
003 TASP ANALYSIS OF PRIMARY AND SECONDARY STRUCTURES OF PROTEIN
004 PDB THE PROTEIN DATA BANK

005 PRTXYZ XYZ COORDINATES OF MODEL STRUCTURE OF PROTEIN
006 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN
007 MDP MOLECULAR DISPLAY PROGRAM

008 STERIC STEREOCHEMISTRY BY INPUT OF CHEMO
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FIELD CODE : CR30
FIELD TITLE : MOLECULAR MECHANICS AND FORCE FIELD CALCULATIONS.

NO. PROGRAM ID PROGRAM TITLE

001 MM2 MOLECULAR MECHANICS CALCULATION BY MM2 FORCE FIELD MODEL
002 MMIPI1 MOLECULAR MECHANICS CALCULATION OF UP TO 100-ATOM MOLECULES
003 MMIPI3 MOLECULAR MECHANICS CALCULATION OF UP TO 300-ATOM MOLECULES
004 MMIY3 MOLECULAR MECHANICS CALCULATION FOR 6-COORDINATED COMPOUNDS
005 MDANO3 MOLECULAR DYNAMICS FOR ALKALI NITRATE

006 CLAMPS CLAMPS: CLASSICAL MANY PARTICLE SIMULATOR

007 BGSTR3 BIGSTRN3: A GENERAL PURPOSE EMPIRICAL FORCE FIELD PROGRAM
008 CCPS CCP5 SIMULATION PROGRAMS

FIELD CODE : DB10O
FIELD TITLE : DATA BASES.

NO. PROGRAM 1ID PROGRAM TITLE

001 QCLDB QUANTUM CHEMISTRY LITERATURE DATA BASE SYSTEM

002 QCHECK CHECK ROUTINE OF QUANTUM CHEMISTRY LITERATURE DATA BASE
003 ISLINE ATOMIC AND MOLECULAR SPECTRAL LINE DATA RETRIEVAL SYSTEM
004 CHEMIC CHEMICS :AUTOMATED ORGANIC CHEMICAL STRUCTURE ELUCIDATION
005 IR2 INFRARED SPECTRAL RETRIEVAL SYSTEM

006 CMQCA CARNEGIE-MELLON QUANTUM CHEMISTRY ARCHIVE

007 STERIC STEREOCHEMISTRY BY INPUT OF CHEMO

008 QcBDB QUANTUM CHEMISTRY BASIS SET DATA BASE

009 MPBDB MODEL POTENTIAL BASIS SET DATA BASE

FIELD CODE : EG10

FIELD TITLE : EDUCATIONAL TOOLS.

NO. PROGRAM ID PROGRAM TITLE

oot OTHELO *¥%% OTHELLO GAME FOR TSS EDUCATION Xxx
FIELD CODE : EG20

FIELD TITLE : GENERAL UTILITIES.

NO. PROGRAM ID PROGRAM TITLE

001 LIBE SOURCE PROGRAM MAINTENANCE UTILITY

002 FCBSD FILE ACCESS ROUTINES WHICH CAN BE USED IN FORTRAN PROGRAM
003 PSTOPO CONVERT FORTRAN SOURCE DATA FROM PS-DSN. TO PO-DSN(MEM).
004 POTOPS CONVERT FORTRAN SOURCE DATA FROM PO-DSN(MEM). TO PO-DSN.
005 REPORT DISPLAY MODULE-REFERENCE RELATION IN TABLES AND CHARTS.
006 PFORTV PFORT VERIFIER:CHECK OF FORTRAN PROGRAM FOR PORTABILITY
007 FCMP FILE COMPARE

008 FLOW FORTFLOW

009 FORDAP FORDAP (FORTRAN PROGRAM DYNAMIC ANALYSIS PACKAGE)

010 STINGY STINGY PRINTER

011 PROFIL PROFILE

o112 SFORT FORMAT TRANSFORMER FOR FORTRAN COMPILE LIST

013 PSPART EXTRACT SPECIFIED ROUTINES FROM A FORTRAN PROGRAM PACKAGE
014 DRAWDG DIAGRAM:GENERATION OF GOLDSTONE AND BLOCH-BRANDOW DIAGRAMS
015 OUTFIT UTILITY PROGRAM PACKAGE WRITTEN IN PL/I TO HANDLE DATASET
016 PKIT PROGRAMMER'S KIT : TSS COMMAND PROCEDURES FOR CODING AID
017 COUNTF FORMAT TRANSFORMER FOR FORTRAN77 EXECUTION MAP

018 TSS517 PROGRAM FOR TELECOMMUNICATION BY NEC PC-8801 COMPUTER

019 VREPRT FORTRAN PROGRAM ANALYZER FOR A VECTOR PROCESSOR.

FIELD CODE : GP10O
FIELD TITLE : GRAPHIC PROCESSING.

NO. PROGRAM 1ID PROGRAM TITLE
001 JAPIC1 PLOTTER WRITING OF MO AND DENSITY BY AB INITIO METHODS
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002 JAPIC2 PLOTTER AND GRAPHIC DISPLAY WRITING OF MO AND DENSITY
003 ORTEP ORTEP DRAWING OF MOLECULAR AND CRYSTAL STRUCTURE

004 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN

005 MDP MOLECULAR DISPLAY PROGRAM

006 CRYSTA PROGRAM SYSTEM FOR CRYSTAL STRUCTURE ANALYSIS

007 EXAFS GRAPHIC PROGRAM SYSTEM FOR EXAFS ANALYSIS

FIELD CODE : MI10
FIELD TITLE : MOLECULAR INTEGRALS.

NO. PROGRAM ID PROGRAM TITLE

001 CGTORL MOLECULAR INTEGRALS FOR THE RELATIVISTIC INTERACTIONS
002 CGTOFD FIELD AND FIELD GRADIENT INTEGRALS OF CGTO

003 PA300 EVALUATE ONE- AND TWO-ELECTRON INTEGRALS

004 PA&0O ONE-ELECTRON PROPERTIES PACKAGE

FIELD CODE : NM10O

FIELD TITLE : MATRIX,ALGEBRAIC AND ARITHMETIC UTILITY.

NO. PROGRAM 1ID PROGRAM TITLE

001 SALS STATISTICAL ANALYSIS WITH LEAST SQUARES FITTIG

002 REDUCE REDUCE-2 SYMBOLIC AND ALGEBRAIC PROGRAMMING SYSTEM

003 NICER NAGOYA ITERATIVE COMPUTATION EIGEN ROUTINES

004 NLPLSQ LEAST-SQUARES PROGRAM FOR REFINING LIQUID STRUCTURE MODELS
005 KURVLR PROGRAM FOR ANALYSING X~RAY DIFFRACTION DATA OF LIQUID

006 EMOR1 EXTENDED METHOD OF OPTIMAL RELAXATION FOR EIGENPROBLEMS

FIELD CODE : NM4O
FIELD TITLE : SYMMETRY ANALYSIS.

NO. PROGRAM 1ID PROGRAM TITLE
001 WIGNER MAGNITUDES OF 3-J AND 6-J SYMBOLS

FIELD CODE : sC10
FIELD TITLE : SCATTERING AND TRAJECTORY.

NO. PROGRAM 1ID PROGRAM TITLE

001 MOLSCT MOLSCAT: MOLECULAR SCATTERING PROGRAM

002 CSACST CROSS SECTIONS OF ATOMIC COLLISIONS BY SEMICLASSICAL THEORY
003 GORDON COUPLED CHANNEL SCATTERING MATRICES

FIELD CODE : SC20

FIELD TITLE : CRYSTALLOGRAPHY,

NO. PROGRAM ID PROGRAM TITLE

001 NASH SEARCH FOR NEAR ATOMS IN A PROTEIN

002 STEREQ STEREO DRAWING OF SKELETAL MODEL OF PROTEINS,

003 CONVRT CONVERSION OF BNL DATA FORMATS TO PSPCS FORMAT

004 DISMAP TRIANGULAR DISTANCE MAP OF A PROTEIN

005 ASA ACCESSIBLE SURFACE AREA OF A PROTEIN

006 BENDER PARAMETER CALCULATION FOR BYRON'S BENDER MODEL

007 SUPPOS SUPERPOSITION OF TWO SIMILAR CONFORMATION OF PROTEIN(S)
008 PGCCMB CONFORMATIONAL ANALYSIS BY BOYD'S METHOD.

009 UNICS3 UIVERSAL CRYSTALLOGRAPHIC COMPUTATION PROGRAM SYSTEM

010 ORTEP ORTEP DRAWING OF MOLECULAR AND CRYSTAL STRUCTURE

o011 BSIP BASIC STRUCTURAL INFORMATION ON PROTEIN FROM PDB DATA

012 TASP ANALYSIS OF PRIMARY AND SECONDARY STRUCTURES OF PROTEIN
013 MULTAN AUTOMATIC SOLUTION OF CRYSTAL STRUCTURES BY DIRECT METHOD
014 PDB THE PROTEIN DATA BANK

015 PRTXYZ XYZ COORDINATES OF MODEL STRUCTURE OF PROTEIN

016 NLPLSQ LEAST-SQUARES PROGRAM FOR REFINING LIQUID STRUCTURE MODELS
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017 KURVLR PROGRAM FOR ANALYSING X-RAY DIFFRACTION DATA OF LIQUID
018 CRYSTA PROGRAM SYSTEM FOR CRYSTAL STRUCTURE ANALYSIS
019 EXAFS GRAPHIC PROGRAM SYSTEM FOR EXAFS ANALYSIS

FIELD CODE : SL10
FIELD TITLE : SPECIAL LANGUAGES.

NO. PROGRAM ID PROGRAM TITLE
001 HLISP HLISP PROGRAMMING SYSTEM
002 REDUCE REDUCE-2 SYMBOLIC AND ALGEBRAIC PROGRAMMING SYSTEM

FIELD CODE : Ss10
FIELD TITLE : SPECTROSCOPY AND INSTRUMENTAL ANALYSIS.

NO. PROGRAM ID PROGRAM TITLE

001 DIAVIB CALC. OF NUMERICAL VIBRATIONAL WAVEFUNCTION FOR DIATOMICS
002 DIAINT CALC. OF FCF AND ELECTRONIC SPECTRA OF DIATOMIC MOLECULES
003 MMIPI1 MOLECULAR MECHANICS CALCULATION OF UP TO 100-ATOM MOLECULES
004 MMIPI3 MOLECULAR MECHANICS CALCULATION OF UP TO 300-ATOM MOLECULES

FIELD CODE : SS30
FIELD TITLE : NMR SPECTROSCOPY.

NO. PROGRAM ID PROGRAM TITLE

001 DNMR3 SIMULATION OF EXCHNGE BROADENED NMR SPECTRA

002 LAOCN3 ANALISIS OF HIGH RESOLUTION NMR SPECTRA

003 CHEMIC CHEMICS :AUTOMATED ORGANIC CHEMICAL STRUCTURE ELUCIDATION
004 JHH 3JHH: NMR VICINAL COUPLING CONSTANTS

005 FPTSPN NMR SPIN-SPIN COUPLIN CONSTANT CALCULATION BY FPT INDO
006 FPTNMR CALCULATION OF NMR CHEMICAL SHIFT BY FPT-INDO/CNDO

FIELD CODE : sSS50

FIELD TITLE : VIBRATIONAL AND ROTATIONAL SPECTROSCOPY.

NO. PROGRAM ID PROGRAM TITLE

001 NCTB NORMAL COORDINATE TREATMENT OF MOLECULAR VIBRATIONS
002 CVOA NORMAL COORDINATE TREATMENT OF CRYSTAL VIBRATIONS

003 LSVR3 LEAST-SQUARES ANALYSIS OF VIB-ROT SPECTRA OF AN ASYM. TOP
004 LSRES3 L.S. ANALYSIS OF VIB-ROT SPECTRA OF ASYM. TOP IN RESONANCE
005 BC3 CALCULATION OF VIB-ROT SPECTRA OF ASYMMETRIC TOP

006 BCRES3 CALC. OF VIB-ROT SPECTRA IN RESONANCE FOR AN ASYMM. TOP
007 ENVLOP CALCULATION OF BAND ENVELOPES OF VIB-ROT SPECTRA

008 DISPL3 DISPLAY OF THEORETICAL VIB-ROT SPECTRA

009 ASSIGN ASSIGN DIAGRAM FOR THE ASSIGNMENT OF VIB-ROT SPECTRA

010 ISLINE ATOMIC AND MOLECULAR SPECTRAL LINE DATA RETRIEVAL SYSTEM
o11 CHEMIC CHEMICS :AUTOMATED ORGANIC CHEMICAL STRUCTURE ELUCIDATION
012 IR2 INFRARED SPECTRAL RETRIEVAL SYSTEM

013 SERIES LOOMIS-WOOD DIAGRAM FOR FINDING LINE SERIES

014 DIAVIB CALC. OF NUMERICAL VIBRATIONAL WAVEFUNCTION FOR DIATOMICS
015 DIAINT CALC. OF FCF AND ELECTRONIC SPECTRA OF DIATOMIC MOLECULES
016 FEMSE2 FINITE ELEMENT METHOD FOR 2~-DIMENSIONAL SCHRODINGER EQ.

FIELD CODE : WF10
FIELD TITLE : WAVEFUNCTIONS BY AB INITIO METHODS.

NO. PROGRAM 1ID PROGRAM TITLE

001 QCLDB QUANTUM CHEMISTRY LITERATURE DATA BASE SYSTEM

002 JAMOL3 AB INITIO LCAO MO SCF CALCULATION

003 ATOMHF AB INITIO LCAO SCF OF ATOMS. GAUSSIAN ORBITALS ARE USED.
004 HONDOG AB INITIO LCAO-SCF-MO METHOD AND GRADIENT METHOD

005 SCEP SELF-CONSISTENT ELECTRON PAIRS METHOD
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006 IMSPAC
007 IMSPAK
008 PA200
009 PA300
010 PA4O9
o011 PA60OO
012 INTCPY
013 GAUS76
014 ALIS
015 JAPIC1
016 JAPIC2
017 GUGACI
018 DRAWDG
019 GSCF2
020 GAMESS
021 GAUS80
022 ALCHEM
023 CMQCA
024 ATOMCI
025 CASSCF
026 PSHOND
027 MELD
028 JANIE1
029 GRAMOL
030 COLMBS
031 ATOMST
032 GAUS82
033 MICA3
034 SAC85
035 GSCF3
036 QCBDB
037 JASON2
038 SCMOLX
039 CIMOLX
040 KAMUY
041 FEMSE2
042 MPBDB
043 JAMOL &
044 HONDO?7
045 PSI
046 KOTO
047 MNDOC
FIELD CODE
FIELD TITLE
NO. PROGRAM ID
001 MINDO3
002 CNINDO
003 MNDOM
004 FPTNMR
005 CNDOS
006 MNDOC
007 FPTSPN
o8 GHFID
009 BAND1
010 MOPAC
FIELD CODE
FIELD TITLE
NO. PROGRAM 1ID
001 HMO
002 DVSCAT

AB INITIO SCF MO CALCULATIONS

GEOMETRY OPTIMIZATION BY AB INITIO SCF-MO CALCULATIONS
LIST OF ONE- AND TWO-ELECTRON INTEGRAL LABELLS

EVALUATE ONE~ AND TWO-ELECTRON INTEGRALS

CLOSED-SHELL SCF AND POPULATION ANALYSIS PACKAGE
ONE-ELECTRON PROPERTIES PACKAGE

INTEGRAL COPY ROUTINE OF POLYATOM SYSTEM

AB INITIO MO CALCULATION. GAUSSIAN 76 M-VERSION.

AB INITIOC MCSCF PROGRAM FOR ATOMS AND MOLECULES

PLOTTER WRITING OF MO AND DENSITY BY AB INITIO METHODS
PLOTTER AND GRAPHIC DISPLAY WRITING OF MO AND DENSITY
GRAPHICAL UNITARY GROUP APPROACH CI BY ISAIAH SHAVITT
DIAGRAM:GENERATION OF GOLDSTONE AND BLOCH-BRANDOW DIAGRAMS
PROGRAM GSCF2 WITH ONE-HAMILTONIAN AND PARTIAL SCF METHOD
GENERAL ATOMIC AND MOLECULAR ELECTRONIC STRUCTURE SYSTEM
GAUSSIAN 80 : AB INITIO MO CALCULATION (HITAC VERSION)
ALCHEMY:AB INITIO ELECTRONIC STRUCTURE CALCULATION PACKAGE
CARNEGIE-MELLON QUANTUM CHEMISTRY ARCHIVE

CONFIGURATION INTERACTION PROGRAM FOR ATOMS

A PROGRAM FOR COMPLETE ACTIVE SPACE SCF CALCULATIONS
PSEUDOPOTENTIAL VERSION OF MO PROGRAM HONDO

PROGRAM FOR MANY ELECTRON DESCRIPTION

NUMERICAL INTEGRATION OF ELECTRON DENSITY

GRADIENT METHOD PROGRAM

COLUMBUS: A PROGRAM SYSTEM FOR SCF,MCSCF AND MR-SDCI CALC.
SCF PROGRAM FOR ATOMIC CONTRACTED STO CALCULATIONS
GAUSSIAN 82:AB INITIO MOLECULAR ORBITAL CALCULATIONS

A PROGRAM SYSTEM FOR CONFIGURATION MIXING CALCULATION(CI)
SAC/SACCI PROGRAM FOR GROUND,EXCITED,IONIZED AND ANION STATE
PROGRAM GSCF3 FOR SCF AND CI CALCULATION

QUANTUM CHEMISTRY BASIS SET DATA BASE

CASSCF CALCULATION WITH LARGE BASIS SET

MOLYX-SCF

MOLYX-CI

KAMUY:AB INITIO CI CALCULATION OF ELECTRONIC STRUCTURE
FINITE ELEMENT METHOD FOR 2-DIMENSIONAL SCHRODINGER EQ.
MODEL POTENTIAL BASIS SET DATA BASE

AB INITIO LCAO MO SCF CALCULATION

HONDO VERSION 7.0: AB INITIO MO CALCULATION

A SUITE OF AB INITIO QUANTUM MECHANICAL PROGRAMS

KOTO: AB INITIO MELECULAR ORBITAL CALCULATIONS

CORRELATED SEMIEMPIRICAL CALCULATIONS WITH GEOM.OPT.

WF20
WAVEFUNCTIONS BY CNDO,INDO,AND MINDO METHOD.

PROGRAM TITLE
MO CALCULATIONS BY MINDO/3 METHOD
MO CALCULATION BY CNDO AND INDO METHODS
MNDIFIED VERSION OF MNDO SCF MO CALCULATION PROGRAM
CALCULATION OF NMR CHEMICAL SHIFT BY FPT—INDO/CNDO
CNDO/S~CI: MODIFIED CNDO AND CI METHOD
CORRELATED SEMIEMPIRICAL CALCULATIONS WITH GEOM.OPT.
NMR SPIN=-SPIN COUPLIN CONSTANT CALCULATION BY FPT INDO
GENERAL HARTREE~-FOCK CALCULATION
EXTENDED HUCKEL CALCULATIONS OF ONE-DIMENSIONAL POLYMERS
A GENERAL MOLECULAR ORBITAL PACKAGE

WF30
WAVEFUNCTIONS BY HUECKEL,EXTENDED HUECKEL,PPP METHOD.
PROGRAM TITLE

HUECKEL MOLECULAR ORBITAL CALCULATION
NUMERICAL-BASIS-SCC~DV-XALPHA MO AND CLUSTER CALCULATION
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003 GPQDD GRAPHIC PROGRAM FOR QUANTITATIVE DRUG DESIGN

004 PPP SCF-CI-PI-MO PROGRAM WITH PPP APPROXIMATION
005 EHTB EXTENDED HUCKEL METHOD FOR TWO DIMENSIONAL PERIODIC SYSTEMS
006 ICON EXTENDED HUCKEL CALCULATIONS FOR MOLECULES

007 HUCKEL HUCKEL CALCULATIONS FOR MOLECULES
008 MPXALP MODEL POTENTIAL X-ALPHA METHOD

XXXk TOTAL NUMBER OF UNIQUE PROGRAMS XXXxX

143

XXXk SORTED UNIQUE PROGRAMS k)X
ALCHEM ALIS ASA ASSIGN ATOMCI ATOMHF ATOMST
BAND1 BCRES3 BC3 BENDER BGSTR3 BSIP CASSCF
CCP5 CGTOFD CGTORL CHEMIC cIMOLX CLAMPS CMQCA
CNDOS CNINDO coLMBS CONVRT COUNTF CRYSTA CSACST
CVOA DIAINT DIAVIB DISMAP DISPL3 DNMR3 DRAWDG
DVSCAT EHTB EMOR1 ENVLOP EXAFS FCBSD FCMP
FEMSE2 FLOW FORDAP FPTNMR FPTSPN GAMESS GAUS76
GAUS80 GAUS82 GHFID GORDON GPQDD GRAMOL GSCF2
GSCF3 GUGACI HLISP HMO HONDOG HONDO7 HUCKEL
ICON IMSPAC IMSPAK INTCPY IR2 ISLINE JAMOL3
JAMOL4 JANIE1 JAPICH JAPIC2 JASON2 JHH KAMUY
KOTO KURVLR LAOCN3 LIBE LSRES3 LSVR3 MDANO3
MOP MDSALT MELD MICA3 MINDO3 MMIPI1 MMIPI3
MMIY3 MM2 MNDOC MNDOM MOLSCT MOPAC MPBDB
MPXALP MULTAN NASH NCTB NICER NLPLSQ ORTEP
OTHELO QUTFIT PA200O PA300 PA4LOS PA60O PDB
PFORTV PGCCMB PKIT POTOPS PPP PROFIL PRTXYZ
PSHOND PSI PSPART PSTOPO QCBDB QCHECK QCLDB
REDUCE REPORT SAC85 SALS SCEP SCMOLX SERIES
SFORT STEREO STERIC STINGY SUPPOS TASP TSS517
UNICS3 VREPRT WIGNER

IMS COMPUTER CENTER: LAST UPDATE = 89-06-01

5.1.1 SFHSATSY - 7075 L08N
() MOPAC
CHEFI—F : WF20, WF2V
«% 4 MJL : A GENERAL MOLECULAR ORBITAL PACKAGE
fE B & : James J.P.Stewart(TEXASK)
‘B OB OE KR B
SR EK o CERRIMOEIC X BLEREHED SO T OS5 Loy r—y
ERBHD TFIEETERO T 0 /S L3y r—VTh B,
ZHEHEOFESEMND O,/ 3 BLUAMINEFNTWT, HFHEEHEICESVWTE
SN ALFEEER GREMEN, BOFEWNEREL ook ¥F—, BECIE KIGORE
BISE) 2B 57OO/NT 0T LBENIEL TW5, & HINAKTHEREEDE NS
FiHETOs5 LTHS D,
AT 05 B L TRRREREEC X 8A8%Fbh L. MND Ol o\ CimishiE
BOC, CITHEMABICATROT OIS T L5475 VICANTH B = 3 L OEE
HicoW\W Tk~ 3,
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FATITVICA->TVWAMOPACOTHIIZQCPE455 OMOPAC/N—Y 53 »3.00CH
B MPEEANF T ETREBIRDREL, &SI THREL Y5 — ORMEEIES X5
WETERTRE IS B Z 100 F 5 FRLEICHER L 7ce 773w ORI D W TIERBIDBINCE &
THE LA, BREH LV A=Y 5 24 01D ART 3,

PEERRRD 7T X PiE CeoHeoll2WT, MNDO &AM L ICK AL EIT->TH B, ZDH
BRFHEDRIII0TH B, 727ZLMINDO/ SICBELTETFTA M LTWIWFEZCL
ADEFFICELTH T X b LTV, JHEOFER D — FE Y 2 —)LIRIOMB LI EOEEE
MEEL, FNIELXEETHBDT, MMy FEIAETLENTHO I Ea— 5 ICHHET 2
DIFIEDTE L HN LN,

7= a7 IV L TRAFRERINECIREIN B RIAATH 5,
© AHE # CICSJ Bulletin (HARLFESFERILFEME®) 1988, 6, (1) ,10
@ T. 77—7 (KREMFOTFHEFETA FT v 71, AE, HHIE3E
@ BEBII A=Y 3 4 00”QCPENSAFAHETH 5,

@ M. Togashi, J. M. Rudzinski, Z. Slanina, E. Osawa and T. Hirano,
QCPE Bull. 1987,7,8
20 PSI

P S I {&kEGeorgiaXKFDH. F. Schaefer M7 —F 2L DERINTHWE o s 5 4
DEST, HTFOWE HEFNEE, Yt (CFERCHICET 2 IRERNE T ¥R LT
Yo NFHEFHERL Y —TRRIOFB 5 L%2PSITECH Inc. LXOBAL, 7o
TILTAT5YELTREE KBl To2/ 5403, Curtis Janssen&Dr. Yukio Yamagu
chi Ik OB NI,

RHF, TCSCF (2BEESCF), WHEB#MCSCF (GVB#H%),CI, CCSD
(coupled-cluster single and double), CCSDT—-1 (CCSDICZBIL3EFI/TIRIA
RV = OHREFALL TMA /e b D) 1Tk B3I F—FHEICMA T, MEEICEET M
4y (derivative) ZFEHTHIICRHF, WBEEMCSCFTid3kE<, CI, CCSDTIF
LRETITI T ENTE S, INoDWMHBEFIFALT, HFHEREL HFREMET,
FIIE, infraredi@EREEHETHIEHTE B, C1IEC T SDE4 Idshape driven grap-
hical unitary group approach (GUGA), ZEFHEIZ DWW Tidloop driven GUGAITE
BEEIEbDTH 5,

PS 1i3#%, RHF, CIBEDEHERT v ATHIELc T 07 5 L4 100A0 5D
V->THD, 2ETRBHITICET S, FT07 7 LEH-BEOANT—5%27 72, a7
vRFavvarickoTavito—adha, x0T 0l LE[ERICNFUHTIELT
5L, W< ohDT s3I LEMAEDE THERELEEDO—BEOHEEETIES L
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bT& 5,
BEDOTD S LTBUTO L S HHEEIENRS %,
JRF#HEBR : 50
v UEERR 0 120
primitive GTO#( LR : 256
GTO : d#ul (655 T

FREEZ AV, D 2 hdfRE TR D T ENTE 5,

HEREIFLIBI<Y NTRETE 2D, BICEETNES2EEIGEL TE <,

M2 7 SYS 2. #GUID (PSI100) iXH&MIN TS, £72SYS
2. #GUID (PSI0) IKdNTFit s —EREOHEFEIH > TV B, AHTF—5D
#id,”SYS 2. #DATA. PS 1’ EHNHSNTWS,

2—HFiF3EF, BADSAVE T 71 (53F&). INPUTEWS ERRCIEmR AN
7= EERT B, N THEHIZIEH 2 COHFDdouble-zeta 2> THC [ FHEL S
H2CODZCI&ETHT B, BHEDT 7 A NEDBRANHE - THigd 5,

FETKBLTREICINPUTEWS Tl 5 L5 0Ic—Ea1—-0 LT, FILE3LF
BT 7 A INEAE-> THFOER, BEBEKOBEREKMNT 540815, A FHEFLID
7 7 ARSI WEEER T v T TERBINEDT, COF [ LENIERICEETH S,
INPUT 025 MMNEWTSa s S LBDTTS STTHETTE S, EiTRI~Ta=
VRFRYYaTIRESTIFID, Z0HDIAT Y KPS IRV AFLICBHEINTWS,
READYE— KT

PS1 INPUT H2CODZCI
EANT B, 20k, BHOLAO TS T LEIT—ILNT B,
PS1 (FalIL), (GFa),

NFBDD EINTBER SIEMD/ ST A =T E2EL, Ta7 5 LBERT -5y bOEIY
Ba=r Ny a7 79, 7=ty hOY A XZEEISMAL LIZ/E > TV AN
NG A—=FEER LD YA REEETE S, av 2 NORELRMD WA, Ho0nidaw s N
EEDRBOICEELLWAIRSYS 2. #SUPL. PSI. CLIST %A8BOl&,

INPUTDAO T 075 L3R, *EY—, CPUKHENEMLBIEEDOT NNy FT
EFTTEIMREND LN, T3 AIa 7/ TP a7TSSCOMNDEZHWTTSS
Ny FEESEB, JCLOFIZUTITRY

//AB1CD2XX JOB PASSWORD, CLASS=A
//*MAIN SYSTEM=M680, REGION= (2000K, 20M)
//PST EXEC TSSCOMND
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5.2

5

53

-
(1)

//SYSIN DD *
PSI CI1ST H2CODZCTI eeeeeees
//

ATV V2=, 0= FEY2—=)VEINOHAPA 7Y a v TE-THBDT,
S—820CdH, MAINXT, SYSTEM=S820%5ET A TZDEFEL, 7277L
N7 MLIHTOIRO D THEIIM —680H ICHAEIFIT/L B,/35 A — S 15ETE S%EID
UTHILEDBTEBLIITIHE->TWVE,

EITHERIE, @ (HFZ.OUTPUTEWITFT—Fty McERINS, Va 7THEE
BT LIBEIE @ BFL.FILESEWI Ty AN S—0ELiTas T LD
ETERENE > TOREANHEDT, ThERTL -DOFEREH~<ON 5,

SFHE—EPSITECH Inc. EOEFITLD, V=705 LOEEIZEIEX
NTW3, ¥, A7V bEVa2—)b, 00— NEY 2 —)LEEELTHFHE L ¥ —LIS
DHEMTHERT AL HEIEINTVWS, 20T/ 5 02AVWTEONBRIZOVWT
PSITECH lInc., #F#fty s —idv-SWEEEHEEW, PSIAHEHLTELN
FHERERKT BBEIE, ROFIHELTEDDE &,

PSIT 1.0, 1989, PSITECH Inc., Watkinsville, Georgia, US A

F—~N—ZERIKR

FHT = X=2 &L LTUTD THNEHINTED, 2—HICAMLTWA,
QCLDB (BHLFERT— 5 N—2)
CMQCA (Carnegie-MellonBF LF¥7—H+17)
CHEMI CS (B#RIL&YBEEEERITS X7 L)
IR2 GRIMEARZ FILF =7 X—2)
STERI C GIAt¥EE T 075 LERET— 5 X—2)
QCBDB (BEFLFEERMT — 7 X—2)
MPBDB (£FLHEF 2 4 VBT —5)

pAANN

075 LMERR, —T0s I LEKEICHT 07T LHKO AL TTIT>TW 5,

—# 70 7T LM

KRB IR A Z ROV IETEMA — 7 V¥ — ERBRIIC T 0 /'S L% O —F —TiT- T
W5, HENEFEZFORTRANSE (33 7)), A=T vy FORMMAE, F—5ty
b, TSSa=ry FELU#EE ASPENKEDTLT 4, MTM, VA7 MREE, 75
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o/ Koy Yr, ERHIZOVWTORWELEEETH 5,
—EFIEZ1T S L TOEKREZIF TV 5,

(AR = AN (=
HHBRFRAOHESE (FICHRRBIUOBER Y v 5 —OZFEAREREE) ICRELT
W3, HHENER, 51475 - Farsh, 2OohTHHICGAUSS I ANS2, JAMO
L4 &WoscRBab initio BT a7 LOBENAEETH 5, Aok SIEFFFE - HikF
HENZSFHALTWS, — 70 s T LK, @407 075 LOABICETILD
Aot KOEELBREEZERS CLE2FRELTED, HEEOFEHRIHLTVE, ZOEK
T, IGAT 077 LHEKB R O ORFEIFHE L ERAEEICE - T, BELANERT
HBHEVWIENTE, by —DMNBH - PRFEEICEVTHR ZLEDTERVE
HETH 5,

54 MRS - FERE

5.4.1 NTTEXBFERHEEREGKES
WAFI63EE 4 A200 5 FHF
O HTHERIEIICE T 2 BEHEIGH
O ®%kEHE M K i
(WNB) HFI574 927207075 LK0OR 1 NOBFRE Z DIGH

5.4.2 RHFES THEYE - SE(CPEEHE
MEAe3sE 9 A21H  SAEASEE (RO
O HFBEEDOER
O ®RE M K &
(WA FEERNSFRETREICOWT, HEDOHRFROKELEFZEF TN L.

5.4.3 MRLFHRS
AEfN63E12H 5 ~T7H TR
O Z2=R=aVEa—FILBBFIT74v 7R
O ®%xE F#HE W EE ZEE MK & &GFH
EH W FER BK (BRI RXTFLX)
(NWE) KORINODR—/R=a v Ea—FREF7ITY XL EWREROERZREN LT
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5.4.4 HHEMRESB(FEHEEEIF -
IBf63E1ZAI0H BAEX AR — Y fH
O HFolFzEILEL—y TRTENL
O ®£E M K 7%
(W% AVEL—575T4 v ADEEERWTRED D FOWFEEFEN L,

545 BIER—N—aVEa1—% - -T—=0ayTAMEES
SERRTAE 2 A23~24H  AFHF
O IhgEceinns — HBIEFELHFIIE Y 5 —DI0FE —
O #RE M K i

(NE) SFtL 7 —DRERLEDIEZ S DI - THT,

546 NICOGRAPH '88

MEFI63E11A1IE (&) Mgy v v £ 2T 4 LREE

O HF#uEitEfEREDOndelingd 27 4KORIN

O ®#kEH H#&E W Kk B BB EE &OFD
FH Ot HE BA (R RT LX)

(W)  BHOR—/—arVEa—%, GO ST 4 v 7 VAT L, BHOE

BT LT XLIEEERWVTHELIYFI 771 v 7 VX7 LKOR I NO#
& 2 OBRUEBER DB EIT - 720

5.4.7 HRLEZS

RT3 A16H (R) R GRRD

O BFIV574 97 ANDA—3— U 2—%DiEH

O ®#F%E HF W BK B RE EX &GFD
A O FAR BA (BEHYRT LX)

(W) S TFRETEICL > TB SN A0 FHERE, BEFEEAHE ZITEET 5
FeDDIRITGH T —=05T4 w7 VATFLKORINODGRIAE, £ TEHLNT
WABEBERD DD TIVTY XL, A== U E =5 OEMERREEGEL
7o

5.4.8 SHFHIOFTL
YRTESHLHE A
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O Ru74YvEarvyEa—2DI0E
O BKXE MW K e
(N SFIHTE S B 10ERIOW RO Z F & D7,

5.5 EFitE#tE 54 —EERES

(1) SEl6ME TEtE#E LY 7 —EERBSEFERE
HIBEE T TEME L ¥ —EERELNIBME3EI R 9B (&) ks, UTIcZzD
B EIEHT 5.
1 FrERE
Uy —hoOWE, FBEIEL - THORRIDBENS DIRO Z LICOWTHH, #
E AN,

() RFBRRFORETFEICR L TRIEITRIAI N, EoDMEFRIF#ENSI L TI0H
1 HX OB, 644F 4 A O HBRBERYORERFEEEZIIANS, HTRFERERIL
LR OLF I, B E & B ICBIIERNCE UEEES FRIE S BE S FRIEFEO —HIK
T, FBRThENR 6L TH 5,

AFRERE, 2 BitiTbh b, itk 5 OZFEREBRAEDOHIE bkt d 5,

2) HE, HEOABRRORKNEE I N/, ABRRIFICOANAERTH D HREHFIA
BHTIBLDEENThNT,

(3) EBRBBOTERTENR LN, 645 2 Aricsek L4 B 1 BL D ERAAREE 25 F
ETHbD, JIIRFETHETMALBET 2, OFBICLDEEBHDIZHDZR—2
IS DRI TE Bo

(4) HEBtL >y —TORD KX BHREEIT- 12

2 wUI—-DLOHE

(1) BMEEFEMEE B L OFAIRE, BHEARR

(2) 63FEFHDHE

(3)  B3FEERTHAGT BAIFREIEC S RN, BRI

CP UKD AR, FIRXSHNE O 4 TRAN—EXRICE > TORIN, 98 | BEE
TI9TFm Y/ b, 5904, HEERRIMEIGT, 444BF T U CE#FAIT, 86885 & 75 - TV
5o

feWCailE (156D BB THEROBEWAN L - 2 VEFFICENTEWS oY 2
RSN DB E LTRIEE 13 5 e HIc DWW CIIHEE O A B HIciEE E LT
L7 BOREAND - 720 EHEEERTEIE B >TW P aY = 7 Mo L TR
INFROXENER E L ORINEAI N,
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RISEMERGFRENEZE L ORI, 98 1 BRETREDO T oY = 7 bNBINEEE
EiT-THD, BINHEEEESF 325205/ TH1968 AR S ur,
ZoHT, FIEEBLREMEEE 21T - 7BNHE THCH L TEHMEORE LE1T- 72
RSB TRE I N
(4)  B3FEERTHIMERAIFIREE] 0 2 TR
MERFIRRERIOE L —EI RS N BT 0y 27 M SIREBREN I N
TRVl FEFIRL, 1 ToY 2/ MOERR LI MG SNz, EIMERIZ194, 050
AT -7,
(B) 475U Ty LHERRN
AFRFET OIS L8y =Y, QCPEFns 54, NUMPACTA 75 Y D&
B — EZRADERE SN i,
(6) T—&N—BF « H— EZXRH
T#HOF—4s~X—2 (QCLDB, CMQCA, CHEMICS, IR2, STERI
C, QCBDB, MPBDB) i2oWTHIROMEN S » 7o #HITMP BD B 34 EIHHH
Kb -72bDTH B, £/, SEERRETEICOVWTIIQCLDB, FCDB®D2#ic
B> THIREE LTV B L DREND - 72,
CHiZFEWTQC LD BOEEEETOHRONAICEHL TZ OB, RUHERENE
4 —Eh OHAND - 72,
() BFEETA 77— 0T LREKHELE LU vy —XBHEHESE 0 4 TR
DFRZA 750 =T a7 LERE G SE~ ORE, #HeEOE0 L TRR
NERHCESWTHRE SN,
I, ISR 007 LMBKE S KO v 7 —EBREICH T 2 8E0 AWK AR
ICHESWTORINT, BT 075 LKA E L TRESEIZFERFRAEZ R TE /2,
3 GIMEERMIE K UM EER AR
(1) FASEOUET
S —820,7800 4, 5 HOFIHEAINM—680HITHATHE D B ot RS S E
DS — 820/ 80D b, cE=HELHELI-BEOWELND -1, TOHERE6ANSIIb=
c=0.1T5EGER b =c =0.20) L ORI DEIR LIS 572, b=c=0.20TS —820,/
B0DFIHRIMEL 78 - 1. EHDO—2I1ZIGAUS S Fu /s LD Lgradientd X7 bl
ERTETCVIRW D TH S EEL NS, INAEEET 3 KT /5LKOTOD
HAIABTHBMWHILFORTRANNINE I VA IVTERRWIREDEEND - 127
DILBEEN TV bDTH B, LHOLIOANGH T TRARET 522—-00/3—Y 3 VOFOR
TRANTIIEITAREL I8 B DTS -820, 80FHNSRIIIERT B HENTLIEAD ED
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REBELMIENRON/, ZD/HSEIIIOEFETIEABES J&TTRIN,
20 CVCFEEDOANEZ
AIEREFEO A > CCV CFEROE FMAMRIVRI N, TORTIIBITICH
WCPURIHEAEED SEBEME L, FRIBHVEES T+ X7 %, BIEROABHENE
EERATHIET 2RI e CORBETRAET 20D S ZEEOTEHE HEOR
A OYAETL S g i
(3) HFORTRAN (22—00) DA
N—=U 3 v22-000FFORTRANICEIL TABIE TORIE, HhEE 72 MER, #
FAERS EIZOWTERANS > 70 HFHFE 5 —Ti3 =3 »21-00icBbh D108 1
Bhov 730345 & LTRMTAFETDHS Z EARSI NI,
4 GIFEERIMFTEMI IR AR
B3R C P URRIEC A ROVERNIE D W TERI I M7z, ol B A RIS &5T L 10685/
(FrAAT29I 4, FRAISTTISRE) Tdh - 7o
5 GIFEERIANIA A ES
BRBIZL->Thon Lokl RESNAMERFA (B) %I 14 O &140F
DBEBENERCESVLTITbN I, BRERBFICEERFOEE®DH 5 LD, ERBEDFT
HOMDRELHD, FHEOEVLDICESEBWCERINI, COER-Z oY b
WWRUTOREEITY J&iTii o7,
(B FeR D
A CROZ7uaV=/ bEEHELTED 1 A OVOEEEND S LEALBING, fE-
T 8D BB TV I8 DH R &5 Z E2FMTEAT S Z LT/ -7,
BHLARESCEDOTO Y 27 MM OEEEF K RETHBD, T TIHEHEHRDTY
LA EOMEE Ui,
B HHEEOEXFVEVOTEEEFMTEIMT S &L -7,
BLAMIIEAEBD THAT S LI -7,
FEROBR, ZOEMOEFEIIRAE D OFANRD SN,
(2) FBITEIETIE#E L s —BERERHERE
BITRIEFitEM Y v 7y —EERBLNEEOTE 3 A10B (&) kI ni, UTizo
BRI EBET 5,
1 FrERRE
A IGIE £ 52 G Fr
3 kUI-DOOWE
(1) v 7 —OMARBBIZITUNTEREER T EREMLE Y 27 LTFR~4 A 1 B

B
B
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FTHEIN B ENRE SN, Yy —ELh SHAPEIRICIERIcbI 22y 7 —~
DERIC/CV LTRSS DB Z BN SN,
(2) BMEEFEMHEE D L O, BHBERIKR

M—680H, S —820,780 X7 LDBENMERIRG, BEIREK, ¥ a 7HE, CP UK
WERHCEDSWTHE shic, FEBRBREEVEELOB%DIBETHEA, ThiBZCP
UBSIDEL Y 24D KIRICIT » TE 72720 TH 5 & OHIAND - 72, B AR (THI430KW
SHTH %, RERELANENEZ TVBDIF AT Y PIGEIEOERIC L O ETOEN L
ARDd bl bEEZ oD LOWMEND -7,

F7:C P UMD SM—680H & S —820& DA/ VT » RIOWT, FEEFIAR
BEGTHR TS —820DFHEMEDTH D, b o 7o 78 SEFAR 2R LI U3 55w
b LISV EDHEND - 72, 7272 LIEETTE 2 HEIZS — 820D A ZEAM —680H %=
EEIZEVSPIDTOEENTTETWS D INPN—HHE LD b 570 LERIZ )N
FTHEANRICOEDREND - 72,

iz, DEFXSBOC P UMERRY, BEEHRICE ST S S OFHRAEINRE NI,

(3) BIMEETHLfHR
(4) G EMRS A 2R, SBARS

CP UMD AR, FIRXSHE D Y TREA—ERICE > ORI NI, £/210A LK
DETTY 27 FOHELFAIREN—ERTRINT,

FeWTHIE! GBl6a) RERTESEEEZRT AL~ TWel o v =7 Ml
TEfINFFROXENER E LTRIN, HAND 7, FFIDIEBRROHFET
RSB NSTRZENE D MCRED S D & v & —BMO R cBEDO T %M Lic
0Y 7 MIHTAXHEDIRI NGNS D, ZOMENTEINI,

RicT oYz 7 MIOBMEBEFEORANEKE L ORSNI, ZOPT, REEELED
BRI 2WVT ZEMEF BRI U CHREDORE L 21T - 7R, 80T
ERINI, TOBHID—TaV s MTHLTIE, FENERIEN>72DTEED D
AV bERUFHEEAMN L BN N, TERIN,

(5) B3FREMERAFIREE O X TR

Al & BRI OEIM—EAVR I NEREAN D - 7o Ri#HIZ 6 7o U = 7 Mokt LT194, 250H
WNEID BT oNT, BRSSOV 27 MO SREFENHING Tuv =7 MERIRL
EMERIT194, 690 TH - o IRB OB FEHITERE D TEA, IMNUIBELHIRE, RiEl
LUE2H5 > TOWRWHREZFLIIT) C EAEHRI N,

6) 4750 7Fas T LERIRNR
SFMETa S5 468y -2, QCPEFus 54, NUMPACS A 75 ) D&,
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H— B RN ERNC & - TG I T,
(1) 7= N— X% « H— E XK
B, —EXET->-TVWBTHOTF—s~X—2 (QCLDB, CMQCA, CHEM
ICS, IR2, STERIC, QCBDB, MPBDB) iXoWTHROHEND - 72,
Fro, SEERFIEICOVCIIQCLDB, FCDBO 2B AEBIILTVWEED
WEND - 72,
CHIEEWTQC LD BORM, BANDIEHGDH KOV THIEIRESKOZEN &
vy —EhOHEIAND - 12,
(8) BMEEET 1 75V Fu /T LR HEL LV & v & —EBHHEE 0 4 TRHR
DNFHTA TS0 Tar S LERRE Gt L2 ORE, B#HEOBD 4 TR
BEHCESWTHE S,
XiZ, SGRT 077 LE#EBEB X0t v —EB IO 2L IREAE R
ICESWTORI N,
AT R R B 5
BRI L ZATINONIM—680H & S —820& DA/ T ¥ ZIcHED  HEe S KD
BRABICOVWTEE Y/ —Ic—FT 52 LEL, RENCHEES T EZE LT,
(1) R AT Lz OV T OMET - BEFZEIGT 5 C N THRI N, REZRBRTEENS
HrE2xDHbFETORM, Loy —DEYETMEEELE LT,
2) FEERDSERTEEICNT TOY AT LEEEFEEZDI2DD Y AT LMEIEFE
MNERINTHRINT,
(3) EBHHABMDOTAHICE BIWVWUVSORBMDR JERT— ¥ a3 v 2ERRIFFHICI %
BHNTEREINIS,
(4) CVCFEEDANEZ
AIEE#F DA > TCV C FRBREOE S MASBRIVRI N, T DHKIBIIICHH
WCPURRBHAER, SEBEME L, ZHIITHVEET + X7 R0 ABHEFE B H
THIAT B 5, COETRAET 2RO H HIEEOHLE, HED RE LA
I, ANBANTERIN,
(5) WRT 4 A% 6 ICHBICEZMZ B2 EICLD T 4 R DMBRBIZIHEDSG BN
5140G BicHsa b, ZOHHNTERSI NI,
6) AifERE v b7 — 27 OIMATE
EHER R v F T =7 OMAREN TV B0, ZOEBADHEND 72, Thick b
R A M35 AW, Y —EZXDRRIEZ 6 AEICIE A FETH B,
() SEEHIICT A 75 & LTBA LSSERPOIFEBRN D FIETHE 0/ 7 4P
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S [ OMENFTA I N,

8) FORTRAN (22—-00) O+ % —fEiEft
LAXOERDE Y 7 —1ZHEDOF ORTRAN (02—04) IZhb /8= 5 222-000D

HIFORTRANAR YL/ —fBH#I2T 5, O ELICBLTHFORTRANDHA DT

Z MER, FHAELEIZOVWTEHENRD O TERI NI,
5 ERRICAEEEAT M IR 22

SERTCEE D C P UBRIBR A RAVERHIE DO THH - it S Nic, Z ORFEEE
AJERIF80% LT B I & & Lic, B BRI ART12, 51485 (B4l 4, 38205/, AP
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L= =% > THNSE, ZH5UT FHLAMAEHEPREREECHEI I LF &
FIUREBOBEBRE2RRHCH> PR LU, FHLULOUEEELSTHBESTORFBHREX S 2
CRBEBMET B
2. WRERAHE - FHEHE

BEEEBHD TR2REBULLBELTFHE. ZEESESEE2EMRU. HAEBEEHES LUK
MAREA AN P LEEABY YO ARMEBE - FTEAPERL -V -2 R BET 3K
FAEBME - X TFHBEREHOTHEL ke #AXFME. ZIE Marquardl 7L XY T LR E
SCHEBEEDN BHEREIBFaAYRYVa2—-vasREVBHUR BRENI A - —
(x Z%. ODurbin-Watson K5 |) 283D FH+ I NV I P EREAUL L. BEAIRR
EY7 PLOBEFERE. RBREENZRETOS S5 L SALS AW k.
3. MEMR

(1) LBEAFHE. ZEBILBIYIMEIILYF - (EH) - - BAHrFHIES
FEABREDFORMEAAE —RTIIIINEERE>DTVRIEEX LI ERED. LD
BEXESFOMEBELIILVF -~ BHEBISCRPATESZ EN Dok, BREASBEAXINT b
LOBEBIURBERFED» S, ERERRBY AR - tFAOHRRERBEREL DV THAX
feo Ehoe V7SI VEBRERONIPILINBHMEIILF-BEOY AT IVvI AEERH
EOMBREARBRORZHA AR L. HABRHBEOEHMIBIT EIT >R, TOER ENRH
BEEICHNIEUVLEABRDP» ONBADIILY —BMERNBTEIBURNEZEI » TW 3 N
BMEHRE 50 UBEEECEBELBARBIZILFOFRY - HAR2RMT I ENHD ok

(2) 1 ~ACHRBROTO}IYBHRIS (ES LH) - BEBEENOEFLILLEY
EUVTH> N TVWAE L - 7Y RBANY - LERERZO2VWT, ZERETOYBHERE TLE
KT Z2EXEEMEBROHAOYBENY, BEFZEOEEKENE. BEMIBEHUXANT L
BLUERFHRERBRHE U, REEFEOEEREEBSLIV I YILBROFTER2HL DR
U %,

4. RE -UHKRREET LB FE W, EH. SEAWE 57 (1988) 1842; 1. Yamazaki
et al., J. Phys. Chem., 92 (1988) 5035; N. Tamai et al., Chem. Phys. Lett., 147
(1988) 25; M. Mimuro et al., BBA, 973 (1988) 153; N. Tamai et al., Biochem.,

28 (1989) 3265. E®. . fh. 1989 R FHEHARALRETF E.



TUuV X RGP L2HEBCEBRER
A~ AGS R
'_g'é: 4,527 Search of New Type Superconductors in
i 5690 Ternary Transition Metal Oxides (Bronzes)

EBEMR (FFH)., MHHEHBRE (FFH)., HFAH- (DFH). HBEX (7 F#H).
wHm— (92 FH)

1. HRE®W - AF-—HEEHEEBRBERAEY. T7orX RUZTONUMIEHIIHLTE
. WA BGEWDHEREROBA?S, ThooMELHHEIcowW CHBERX &M E K%
B, TFHEME (SEM, EPMA) tH~OWHMERE (BRIEH. MBI
BMAEE Fry2AUHBR F)FAVWVTHRET>DTWS, HUBRER AVWEGCGEEBE
E(T:) 26 28@MILMR BT 2HE HHEARCEAERN., ZoHGHEBBERY
THENEEITTW 5,

2. MARFE -HEHFE-—GFEEOMENE. OKGHEORMTHEAN OXHBHEAEH NS
— v ODRietveldBH., QHIZBERIZBIL2EF MY ANVNHROBH., @QESRIANRZ M
DYyaIb—-—vay, ZE2AMELTTAbh b, HRECEALTWETOT I 4L
UNICSIN (K%, h#) ERADIEL (Coppensd ) Th 3. %~ W6 3 &K
Hebpick DRI AERietveldWWH 2 ¥ 5 4 (dpn. I, Appl. Phys, 19, 1757
(1880)) 25, S FWMFgHBEL Y —TCHEHTE L & > %

3. MERR-—BME 3FEEWE. BiSr:Cule-,OBERMERBE 2208, Y-
BaCu:0+-y:EEOHEEDDLaBaCaCusOry, NdCacCusOr.y,
LaBaSrCu::20-,OXBHEKRKEIFTNY — DRicetvel d#F3 2% 1fTo R~ Bioa-
Sr:.CuOs-yid. WHhW2BIiIiRCUMIEHMBISreCan-i1Cuinlensa®d—"D
(n=1)7T. EXAWICRBLI:0:2ERBOMIc—HOCUO . BEMWMAIAh, ZoOMIR
SrOVRELABEZED, LL. CORKE KXELEHHMENEET I LN

ERAONBOBBETREWEZATSE), HELHERITRERCEHE TSI LEX SN
T&Fk SEH FTX¥R n=10YWEOCEFAMGRANTHICLEWLPIZL A LT
BERXBEENZAY COVHOZHHBELAHFIIREL £AMBEOBE F-1=
YU7-—ORBEEWBEZHRA T AL TCEE n220ETIR LAHEVERAD
TH2ED, BEOESHEWERIFBATRTE 32 SHOERE nz20WHEBICSH

P22 HME RUF—-ILFr» 7 —REBERICH LU THEUNICEABSTCE S LE XD R
%, LaBaCaCus:O+w, NdBaCaCus0O7.y, LaBaSrCusOryizxLl
TR 2HO7NVAY LB F 23O I Y R14FVORERZHNL>IPIZYT B L
ZEBE LT, RietveldBIF 21T o COMARR F¥ Y7 -BEEZHBTI2BELHR
LT 2E0nS8R1206BEX b2, BIOKR 3fisdy (La*», NdA3) I
2fifs 4+ (Ca?®, Sr?) OREMLBBDODL NI, FLZTOBMN. K204 %FL
BMCHBLTWRZ LR 62Tl »

4., RE - HREHR

I) M. Onoda and M. Sato: Solid State Commun., 67, 789 (1988),

2) NEH, R BERWHE¥SE BMWE63F10H LEK%

3) K. Fujishita, 8., Shamoto, M. Onoda and M, Sato: Jpn, J. Appl. Phys. in press.
4) BF. MR MNEFME ki BHAWHEES THIE3A HEXE

— 925



s T (R IR SRS

m~ ATY AR
? b, 1% Motion of Mu-meson in Condensed Matter
o T.200

o RR (K=K, MI4T)

1.57R BeY - Wk

Bl AEF =N (=3 2 A Va R vhbfna RERW Barsov (/985) 512 & 5 T 0
UThw, o7 kR ST 0 5 © 3EFAR F v 4R r BRI v 72, BRua Mt e
LhELHWB e, S 24 v kBB 3 L =43 elim C, kA3 =FT 3 Ak
IV7ARE hECE 2 cehD, BrdfE I 2Eos @ 3 FakRBariiait¥ (&
Uy, /1983 ) 138 b v, E= A 08 ES 943 (HBEAL S000cm ! a BV E - I
2L )OI D, &> 2, HM afd o8 EUEREF 4K m 3 ThaPE 05 3,
PR T, Bt s s >eaiBery 25 o=, Hpp' 63 77 X9 —aBRTE
EEHKn. 1aih¥nz - Felin ©, B & 3 K viiua TR o B 23~ , @A
128 3 PR S 3 Al a R, 1B S 3 R < Vg ZRAR 3FE B IR F¥0 5
§ 3R CUMAE 2 w iK@Y,

2K R oo 58T 25
HypTathsetblot— FadtHiz, A34TaCI pri ineRurs,

3AT RN E

Hgps"a R T@, 6lem™ v 1V 7 b GHRIE — Fe 3T 307, 2 aifhlomsiElo
RERI 0BT >, Fidh 3 Hp Gl Scm FfiatetidBlre ( Tuw 3,
$0 0, PEEY, Hipt o EERE (bov udhido) (= &3 IR (EF 9 $B00v =F
B TH 3, LI hun D, WPBIRG 63 HHE, Tk ad G~ ot E T %
~ 1050 v | 11 ﬁg&*{ﬁ_z/\bﬁhﬁﬁw ( 2 FREATET RS R ) °

+5E& - PR e TR
R, K, 88, b, FH, Lo B
M ST RET 3 mies s v R S
A3 A 7RHPLETRA 45 1R, R
B, e, W, TR MEIAGA, K

AF3R R& CIERERR chyg3 xTPs
9 2y i)




SREAOEBBE LS FEBHOWMR
i~ AKZ R
'_'7"%" b,50b Studies on Crystal Structure and Molecular Motion
i 7,200 in Metal Complexes

OMMEME—. HHEFH. /) B 2H & (2FH)

1 MEEW - AT

(1) HFLOWHERPLEDEE2TRTEREBOEGT IS T2 MERGBOREEXW LMz L. HER
PRIESHEDHESF 142 VOB BOEBENEDESI L EBEERY. FREHERLL®IIERS
DEBE—~FKNLEORIZELTWS » %, XEHK. BREB, BRIHRLOFEEAWTHLIZT
5, (MH. B B3HF)

(2) X, 2BREIRTAFREPLEGARBOREAS X AE > EELZ@HEE LTV LEFAHN
Tw3, EEEEFHETA7I/ B (Fuy v, bUT 7700 BRAFFU. 7227 52Y) R
IHBEBROFERELWLNICTZRDIS. ChOFBERT I/ HMLAEERE7IVE2QUCEARER
$EEEFNLELT. ARZ ML EH, EREE STHREAE»RHT 2, (HH)

2 MRAE HEHFE

(1) BEMR XN ~quadrupole echoik # AW T, *H-NMROBEGEIMERART PV O/ A
WEEHERUVBESLOMELETS> 2D, #KRO'H-NMRARZ ML RELARN > ESF
FHICOWTORMELZERNEENBOND, BRARIMVEHELC YIab—-Yaryiicd.,
FFOEBHE—F, EHOES, eQEOTLHILOBEOEEZLERELE, FAT O I 0H A
B3 L ZRJUMPE,SPCSIN, v b Jw 2 XD faft. 7V xEHEAZ L2 Q0. (HE. &I H#)

(2) BREW|-FEBMEMRER (face-to-faceX ¥ v % v ¥, edge-to-facel[) 2% Y N7 HOHE
OREL. PFERBCEERZRAERLTWAILRICAMBNATED. ThoaRAERFATIED
2. EFNSEGAEASBUXSIESHERTEE A ML, Bio. MOHEICEDERLAE, IALET D
7S M UNTICSIII (S #EMHIT) . QCPE(Extended Huckel MO)TH 5, (HH)

3 HMARE

(1) 3 TEHRERIL DD 2 TWERYP O EIAFNTVEZILLI T VOERBFTD180°
[lipEBHOFEMEAICI N, BElcflipOXIOBREZLEFROICREL £, X 13 YADCIN,
IND DESABERICRETZILNTEE, HOFERIZL>THLMITL NS F 8nCle?
TeCl:2” @9 0° junpEBNBRICEBEPAEZ o TWILWIRELZRRBUEBAL VOYAFITUE
=YL FUDILipEBN ) H - B2 ThoDEIFTVOEBMFELEIRILWIR B3O
EBHOHNY T Ttk > THBTHIENTEE, (BB, BN BH)

(2) Cu(L-alanine)(phenanthrolin)(N0s)& 4 ¥ K— )b L DEEEICH T face-to-face¥ edge-to-face
OBEEOHELEARKNZ L OBENRWES LA, HEOBE. REONHERORF PGSV F—ND
HOMOE 72+ b0 Y YOLMODEELTWABZ 28D BWBRARY RV 5 HHOMO-LUNOE! D CTSE
BEERLTWBI LN R, X, BBEOHA, electron richa 4 Y F—VAERBREEIHBLT
WEKRBRFLOBBHWHEEEAICLIIDOEE R LN TE R, (HH)

4 . RE - -HREHREIERTE

#E. McDowell NMREH®RE. 63ESHMLM

#E. AN PR, McDowell $EHEITRE. IEINHES

M E. ZfR. McDowell, J. Phys. Chem. FlIR|

#M, /ha. WA Inorg. Chem., 28, 624 (1989)

EmE, OMMA. LA J. Am. Chem. Soc., 111, 3431 (1989)

WE. NS, BH WA EHERENEY YR YA LEEARE

— 27 —



ClEizkamMmMEINH
B AK4 MR

E S 5,032 High Accuracy Configuration Interaction Studies
£ 5,600

Peter J. Knowles (Univ. of Sussex, Brighton, U.K.)

1. MEE®

(7) Internaly-contractedik {2 #& < CASSCF Multi-reference CIftH O A D DO 7T Ty I A
2 — K MOLPRO®D HITAC S820~ D B #i

(4) NaCl,NaBr,NalO R BB ORF v v L e WMEEMBA ORI H

2. FEHIE
AF vy vy LVithBOHBIE UTOTIPHLR MV OEKRNEZE A W
Na:(12s9p2d1f/6s5p2d1f), Cl:(12s10p2d1f/6s6p2dlf),
Br:(15s13p6d1f/8s9pddif), I:(18s15p9d1f/12s10p6d1lf).
internally contracted MR(multi-reference)-CI¥# iz & DT o %o CIFFE D E D DS FIHL
ERIEE LTAF Yy EAORBeEAHEARBE 1IOBHTFYL ECAS(conplete-active
-space)SCFIic L D Kd A b D% A active space LT 3o ln),Q2oc2n)0B %%
X 7. 5 Hh adiabatic® F ¥ ¥ v W i #EI(R),E2(R) % diabaticH F ¥ ¥ v i MVl
Ry, V22(M)ic g IT 5 & & D MEMEHARAVIZR)IE R %
VI2(R)=(E2-E1)sin[6 (R)]cos[6 (R)]
2T O (R)IF21T2Y o adiabaticMBEF € — A ¥ FITHER AT HIEBOAMEEZ R T

3. MEHER
VI2O T E Sz B A% & 1ICHRT, ab initioft iz & 2 VIi2ik NaBr,NalD B &8 K §F
MULUTWw32 ROMBEOHECBRBICEKEFEIIZIZOHOMHUBEL L TEBRWYW—H%ZRL

T W %, Table I ., Off-diagonal coupling matrix elements V12 (1/cm)

Molecule NaCl NaBr Nal
Crossing R (bohr)? 17.9 15.4 13.3
Vi2

CASSCF(31)-MRCI 16.8 141 544
CASSCF(22)-MRCI 19.7 156 599
Grice~Herschbach 20 97 403
Zewail et al. ~350

® Estimated values based on the Rittner model.

4, WF 3Ok R
K. Yamashita, K. Morokuma and P. J. Knowles, Ab initio study of the jonic-

covalent curve-crossing in NaCl, NaBr and Nal, to be published.
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Table 1. Characteristic values of the pair corre lation Functions
imd the coordination numbers Mig,  Re, Ve amd Fme give the
distamce tn pm where for the -th time 4(r) crosses wnity,

has & maximuam and & minimum, vespectively.

Ry rmr glrmy) Rz rmt glrme) n(Rp)  nlrmq)

Li-1 234 273 3.07 351 428 0.31 4.6 5.9
Li—Li 366 422 2,51 497 ~597 0.61 102 14.2

=1 375 421 3.15 490 ~547 044 105 124

2] - _
p(8) —_— =L
0.04+ —— - -t Table 2. COW‘YO\HSOW of
] the frst heighbor distonce
| omd the coordingfion number
0.037 // between catlon amd anion.
] Method g, (pm) n
0.024
] X-ray 285 5.6
1 MC 260 4.3
0.0 14
1 MC 260 4.2
1 4 —_—
o OO- 4 6/degree MD 273
7T e e e e e e e e MD - (this work) 273 4.6
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