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MNDO (5CF, minimal CI}) . MINDO,3 (SCF, mininal €I) , CNDO. 2 (8CF)
BEIFAS, NF3A—FOHEMAMNDOCKTRZL{MNDOEKTHBZ LIHNTHETAE
HohbH, DEUMNDOCHELYVEMNDORERTIEDHICZOIBYSFLBENZH
L2LHAREFVOTHRVESZ IS, EEE CASTORE (106%., 107#%., 8T4E12A 17H LLH;
CED) TRZQIEWNICMNDOOF I - FFISMEORXIBBENTHAEDIEAHL. M
NDOCO*¥—7— FTHED LABBEATES T, 2055024 V.Thielic k35D
THB, MNDOCHUOEAREALLPRZNWEITHL., MFTCRMNDOCYOY S AD
HHEOBEHEHELEORE. HEBRMAY2MOLERRNSFUWME T O ¥ 5 L% GAUSSIANS
l:l5’-31.\1:1::‘:’tm;‘:‘-lbb%'ﬁh%:ﬁBWJ&)T{{R??&AHH::LNF&\&}E\-"), EFEZOMND
oCHFoXshEN—-yFNLadY¥a—42 (PC-98013 1 —X) RiCH#EEENT I LRLE
DELFOBTHBBETAILEHKDLEOTHETHET S, :
HTEa Ry, KPR Y: MNDOCTHETESDRH, C, N, 00#TH2 (M
NDO:H. Li, Be. B, C, N, O, F, Al Si. P.S,Cl . MINDO/3:H,
¢, N, O, F, P, 8§, Cl.. . CNDO/2:H, C, N, O, ﬁ}ﬂmu75(%
%nmiﬁ%w*ﬁ&ﬁ)‘%%%ﬁmm%,ﬁﬁﬁM)m@ﬁzm
?—&Aﬁwﬁﬁt&ﬁﬁ:ﬁ%ﬁ%wkﬂEﬁMNDOtﬁ&&awa%&r#Muv
:17»&$ﬁbtwtﬁgtn,ﬁ%m%%u24nmxmﬁﬁ%am%mﬂ:ﬁﬁﬁﬁ



Wof, ZEATER) TOSANTES, JOVSLNBTHEHRER (L 1ITEKILDT
©H Vb B, Cartesian coordinate) KBS N EM, ZOHEIE GAISSIANAD T O Y 5 L
MNDOROIDYILTHAR-TEY, TOLOOL TOEEL p-HHDEE & 0 3IGIC
HEBRFALETHD., EELTOAHNRAMPACTOY S AR Y TOEBBA(Free format
JEHRRUASARERLESRNEY Ththidadhn, 8ot Tvavigs—0o
—FeRAa{tdbhEeAs it RHTETCHET 5. ﬁﬁﬂﬁ%ﬁ?%kﬂﬁ%@ﬁﬁ%ﬁmb
IR EARLRWA, BEEEYTFORBEE OMISICHERD B,

HEER - HERTHIZAZORUFOEITHES. B4 PN, AAF—2. HREE.
FTATORFRERE. SERELOEH (SCFOME) , DT 2 LE-VAN (eV) ZEF
WOHGE., EETH. BEBERTYANE -~ (Keal/mol) REDT XY —1H#. KL LOK
RUFEE, REFET A2 M, BEHHTOHH. MERBLOME (Z-HATRIX, BB,
Blr-Mdig) . itHEMESCFY £ 7 L¥,

M 198 ELIED ERIGAMIC2DWTI Rel 3), NEBWVLTLES W,

HENHE: 2o/ 7L THIAOTI - 77 AL EHWTBY, ZBFHAPNHNINI
FrvRlONAR IOV -0 774 LETHABFEZLTVE, Z0EHTOTIFLDRY M
WP RBE < NECOD SX-1LTH49.3%5 Lok, U277 A VEFBTWDOIRIHE
BOERBAT) - 2T 202 8bhaHF, MNDOCO X > 2EREBNS T-MillkT
BB OEN ab initioflIC R THBICARLTTLOT, BIEOATY —BOKEhHY
Bhoinez 03&9&7"&&)\1&‘)1‘?*#{5&\ LHLAZTD —OBShENY T3 10T R
THZIEHNTE ‘

MNDOC&ﬁ&@Tﬁﬁmﬁ%%ﬁ&mﬁﬂwﬁﬁﬁﬂﬁﬁM#m@<T?ﬁ’t(l&
B2 2EBAL, ORI BNIA-FFHOTHBLLTWDIED) ThHY, Z20OEHNY

‘tf%%ﬁ%@ﬂﬁﬁ?%éﬁrEW¢@@$*%%%&5A®Wﬁﬁm%#&%:&%
RERASO>HMATEL.

B -MNDOCTAYSLONYIVADOBMICELEAORIRE. BBV EENER
MAPEZE BAEHELCHEBHVEL T, FEBMEFTL T EENE Walter Thiel
MLkl ET. : : :

1)W.Thiel, J.Amn.Chen.Soc. 103, 1413 (1981):- W.Thiel, QCPE #438.

" 2)M.J.5.Dewar, W.Thiel, J.An.Chenm.Soc, 99, 4899 (1977); W.Thiel, QCPE #353,
3)A.Rauk, G.Mamilton, G.J.Moore, Riochen,Biophys.Res.Commun. 145, 1349 (1987);
A-4.Bliznyuk, A.A.Voityuk, Zh.Struct.Khim. 27, i90 (1986); D,Cremer, W.Thiel,
J.Comput.Chem. 8, 48 (1987): M.,Reinisch, U.lloeweler, M.Klessinger, Angew.Chem.
99, 250 (i987): S.Schroder, W.Thiel, J.An.Chem.Soc. 108, 7985 (1986).

4)}5.8chroder, W.Thiel, J.Am.Chen,S6c. 107, 4422 (1985); D.Cremer, T.Schmidt,
C.W.Bock, J.Org.Chem. i5, 2684 (1985); W.F.Maier, G.C.Lau, A.B.HcEwen, J.An.
Chem.Soc. 107, 4724 (1985). o

S)ABRARZO KB ERE 7 - U)JZL\HJ?-‘r TSV LBEIATWDLO R, MR
#, Hep B A, MEZWE., WHEY. W EE, ﬁ*%fr EAREW. KRR KFERYH
fi@=a—A; 16 (4) 83 (1987),




<MOPAC : REREHK- HH HF>

MOPAC (& General Nolecular Orbital Package) ik J.J.P.Stewartil ko> T hmicdg
HHAESEA T ITRRBANSGFREHNASOTITIATHD., 20705 LTHMNDOY,
MINDO/Z32), AMI® OZHEOEERWS TREAA L EFTTZIZLNTES (AM
FPERMNDOICHAEZED N.J.SDewarBEHAFE2MA L IOT, BWEKEEHALMND
OO EEHRWELLTWD B O, Austin ¥odel 1) . :

MOPACHTREBLLTIMNDOHBEARTEND N, 2 2 THH T8 leiw RGBS
L.i, Be. B, €. N, O, F. Na, Al, Si, P, Cl, K, Ge, Br, Su., T, Hg.
Pb 20T H 5., DewarZ AR RO 2 TORBICOVWTMNDOHENTEZ LD AREZZ
LERBELTWLIIDEDKHAFNFA-—SOHEEESTIHRI TS

Fi StewartB B -0 U ¥y SATHESHE T8 ;b\b“]'ﬁ“?‘a.I?EUﬁr‘(G)fl:.""‘H’J‘I#?E%F’I

ST ILEFALTRELLL, MOPACK DB TNEA TV I Y EEMIEhEST

. BoEl e LdFhal.
UMNDO,MINDO/S.AMlmmwbwﬂﬁ&mﬁm
DIHEADIDEROEHL, FAELICLARAAY ML, WEE— F, WAETR. iz
FNF -, Ty bhbOoE-—-DE, '
NP LHT R FE - DE I,
N ETEBE D E,

)xmmn—bu—-vxvaUmanNDofﬁmxéﬁm?—amﬁm,

BIRIGOEBRBOITE.,

NEBMREEEIBOHE.

SFERBONE, =. =. M, REREKEOIE.

Ll Hd, ThHbEnTFhe ANBIIR-T~FiLkoTHET S, :

MMRTOY L BEOEALTWSIOY S LEMOPAC Version 3,007 THBHM. Z
it QUPEER Y IBMNFECBEAIC FORTRAN 77 TH AL hELOPAFTARTHS. BA T v THW
16,000, VAXHI 20 CRAYHO SO L HAET S, HHBLEOATY — 2 LTHREZH (ki)
DB EnE. BERF (KRBUADOTHR) OB L LEEEMN B00+5knkn O MR HBE
T35, BARMAAL—FORITFICHELR CPURERGTOMNDO 7 O0F 5 L EEDL DRV,
BR# AR FALOERREDT TV a v E%h‘c_'ﬁ:é}:%kli%d)j\%ékﬁ}bf#&hlﬂ)
CPUFRI 2 E L 5, :

AAF—R . EFTHHLTAHEOHNER-I0XFOF-D-RTHESTS. ¥—-U—-Fi&
HMABEOLETHENTZZLHNTES., F—U—~FEe@bHELATLTEBE L LTEEBEREBD
MNDOHERITLLZ, RTOBEULERBRS L Ko THEL. € 0% W HEET .
oM, ZHEM (ORhYA) ORBEEICX-TEETS,. ZhHRESRWHEBEEAALT
BEHHABONTAOIANE —AROEC RS X CHBRNBELIN S, :

MWHF—2  BANRUWAF -2 LTHAOEMER®B, BHEMLLETFME, 7L
DHENEH, REFE~XY b, AFVERFIUYyLRERBOERDLIN,. AABEOLF =
YiICwWLEBAFRZARKL DT Ib S . : .

WARSRYE D PR Y Ez—aminﬁyb MOPACON—-VF I Ea-RFIOT5A
£ QCPED QCHPY U — ZOHILHES>HBHE XL THEY ., ZTHhOo BT ANHBEBEOMOPAC



FOYZLEN-VFALIAYEI—-FHOD FORTRANKE D EDICFE2MA 28D T. WEMNIC
HRABRHODO LB EAEED S, NECO PCIB0LY U - XTRATY —%640% TN A b
HBL., EMEE70 v N RFL A2 EREHEETNIT US-DISETCHEATRICRS,
REELIOLEORORESIREBRT 7. S5 F TPBRTH20C. BRAKENTILED
KHEESK CPUR—- FERETIRELOHBFLEEIB LAY,

FEHMHEORE  HEREEHTTILEMNDO, MINDO/3, AMIOWThADOHETD
DFREERDBUDETREELSFRFHED WOEMICETWTHBERTLT N EL
TRYFEDOAT WD LD, BOMEFFHBOBMIRE 2 v & Lk ab initici THBA
FEHDLERRRoTVWBZILILPHETARETH B,
1)R.C.Bingham, X.J.§.Dewar, D.H.Lo, J,Am.Chem.Soc. 97, 1285 (1975).
2)K.J.8.Dewar, W.Thiel, J.An.Chen.Soc. 99, 4898 (1877).
3)4.J.S5.Dowar, E.G.Zoebisch, E.F.Healy, J.J.P.Stewart, J.Am.Chen.Soc. 107, 3802

(1985).
4)J.J.P.Btewart, QCPE, 16, 464 (1984).
5)§.0livella, QCMP 017; N.E.Heimer, J.T.Swanson, J.J,P.étewapt, QCHP 618;

4.T.Swanson, H.E.Klei, J.J.P.Stewart, QCPE 024: J.T.Swanson, T.A.Niller,

J.J.P.Stewart, GCHP 030. '

<AMPAC :Ua— g - §EEEWH. BIFX>

CHEEMICREREE SR < QCPE #523 IBNF EHIKAMP A C(Austin Yodel 1 Package)
EEBMBLCBRELE, ZONRNTA-FVARBGEY I DHENS LD THoE., SHZD
TOYSLOBEMESALATVWSH 2« DEDIZET HITAC ¥260D L T FORTRAN 77 E2(V0S3)
AURAS— K E-TAMPACEBB AL SRBELR->EBOPOTEHEEEE L, KW
CTrLOFoVSLOBERMBEICHATS.

oY AOEEMAMEMTN TS L
DY FTW—F2 CAPS (7P AJUE) THRYIFZF -3 ICHR(2) % ICHR* (=) ICEE L =, W
CLZDHTLN-FLIBENT DOA—-JI0ORE ITXNOBERET KKEXFELER KK:
KKICH A =0 _ | :
2y F )= F >~ DRC (7 7 A4 J5) T210 CONTINUE% 220 CONTINUED M&ic BB LA (hBXH
H2I00EE > EHICEI AT R, .
3V TN —F 2 ANAVIB (77 A4 A5) T DINENSIONCHI 0D S B4 COORD(3,100) & ¥ & B 41 €O
ORD(3,NUMATM) I L =,
Y F—=F > DCART (P77 AN5) BWTER CICORE LOGICALEWTEELE,
5)4 F I —F > DERIV (77 A 5) 25 WT DIMENSIONIC i o i <H $E BIFT GRAD(*) % ¥ & Kl 4
GRAD(MAXPAR)IC B A 2. :
B TW—F 2 MILT (77 A N6 KBWTHITN—F o TaFSHLDRRBIC ENDX BNAE.
T T —F > LINNIN (77 4 V6) 105 WT DINENSIONSCH D AL F XPARAM@IEE NVARE
ERRE MAPARICEF LU E, £EMUITICEAEF CRADIMAXPARY R It =,
B)MEA 0 & 54 READA (77 4 N8) {28 W T CHARACTER*1 A(80)% CHARACTER A*BOLJ{
AL, ACLZOH TN —FricENWT DO~ FI0HDET AQEREF JexeEEX IJ



WIKEREL R, nﬁklmwijs;omusur%%n%nwmxﬁk%%&wt.wm
HARCACT:)), N=ICHARCACIT:IND),
)4 TN~ F > READ (774 JU8) ICHBWTEN IFX, IF(LOPT(J,1))100,120,100%3 20D %
PP/ ML 2. IF(LOPT(J,1).LT.0)GOTO 100, IF(LOPT(J,1).EQ.0)GOTO 120,
IF(LOPT(J,1).GT.0)GOTO 100, MADHBHBIL Lo T IO O ERIRENTH o2, FOR
WILHETSETULAAVOBRMRNEELE, ZALOEERICNALS—PORFICEELT
NBEALELARVOT, BOBETHZALAELWAZIAERHEETSTH S
10)% F )~ F 2 ROTATE (7 7 A JL8) (84T DIHENSIONCth D S HL 7] W(100) % BE~F L/ A
WL ERL E. ' s : _
W 22®O% T —F > SCHHITE & F SCHHIB (77 A U8} IoHBWT. DINENSIONXth p A2F U
wxﬁﬁ?Nmn&ﬁzﬁNkzxt,1man)®ziu# U~ K GEO-0REET D L E8
BERARTH
12} % :Ub—%/ WRITE {7 7 A JL8) 1B T DERIVAD =20 CALLICH @ 3] # GCOOR%E- GR
AICETLE, £E22250 WRITEXH O GCOORE GRAD(IMCEAZ, ZhBOETiE CAL
IXEHTNF UL LDIBEORNE BRI IEDICLBERSE, , :
MY AFLHRABY TN —-F v CLOCKAEADZ EDICIMNEEH 7O ¥ 5L SECONDICEH & 5 L
2. T Hbb CPUTIHA M CALLX % CPUTIHEA® CALLXICEAR. HLOF FL—F > CPUT
INERRDBYTH B,

SUBROUTINE CPUTIME(GPUREM,CPUELA)

INTEGER CPUREMN, CPUELA

DATA ICNT/0/

ICHT=TCNT+1

[FCICNT.EQ. L)THEN _

WRITE{6,%)" {{{{{ CPU-TIHE COUNT START »}}}

CALL CLOCK
- GPUFi.A=0
ELSE

CALI CLOCK(TCPU,5)
CPUELA=INT(TCPU*100.0+0.5)
EXDIF.
CPUREN=10000%100
RETURN
END _ _
BERMABOEFI A ET TR THBE. EHELLTZANAEN,
1mmmBmmun7(n15n%ﬂkTuumbe0PAc(%mm)kswaﬁﬁﬁﬁb<
BELTWEOTERI DI L|U2LEDIS,
2)H - — K GRAPIZHEST ZHIBILYS 7 v ZINBEO TR SLNLE LB HER,
RICAMPACOBERMEARICTT. :
n%mﬁ%&ﬁmt$ﬁﬁ%ﬁ%mﬁ&?,MNDO,MINDO/SB;UAMl(nnm
fodel 1) MBEBPHEEHMATH S, ' ' o



) PHEK/F o H, Li. B, C, N, O, F, Na, Mg, Al. §Si. P, 8, Ci. K,
Ge. Sn. 1. Hg, Pbmzofg, '
DAL FRE DT A4, FTYALSECHIK (—KT) WD F.
DHRAARBRARTH : RREFF 80, JRkHHF 80, B8R 4BATY -~OHMA L. A
FIDWTEEONDDIOKEEELE, YFHBRZIATHITH S, ‘ '
SAIFH AR BASTHE. ERB. 2IANE—, AFVEEF UYL, BTEA
TE. B AAH. WETFT A HOER. R SREK. S NK SRR
N¥ - (—AEBLOZEEH, CIIIEEEE) 2L, .

KIC. ERICHELTESWEZL 2R 5,
D FHRBICA B (KB ORBEBLTTOTANF -0 LFENE ab initiotHDE
NELETZEHFRL2TRBSTLH—HL 2, HIC HONO-1, HOMO, LUMO, LUNO+1o#uiHt
HHEOS LR ELSBT B, '

DR TR E>TREBT AN ¥ — mﬁﬁmaimmaw BRrk{hntlbha (il
FTWLETLTE R, :
)&%ﬁﬂﬂ#bi@ﬁ%Aﬁbwﬁm<fwk¥ﬂﬁﬁ nrmm OO, RWVATILF
EFOSETHERLEIESETRNEEDLS, o

IDEDIRILNFBBLODOEUELTOAMPACRBAE IO YS AR —UTHS
HBRW AR MR 2O BERAT P RS TORBMERERBUTTWS, BEICHT
FEHE. FEABAMPACOEIC QCPE#350(G EOMO ), QCPEE3S3(MN D OYE IITAC K260
DLELTHOET L A RS EE, FICISITRAETRMN 7T ZMCHB L, RT70MoR
THROEBPIFBITAAVICHMLUTHHHENFADEIICLE,

<MM2/7-MMP2: mxx%-¢m& - g >

HFPHERBORLEA LW > TENWE L’L%‘%Tﬁﬁ—qﬂ‘cck<&bhf&\é®;‘e‘i&§l Georg
iaRP O MlingerBELOBMBLAMMID EMMP 2253, Zhic oW TR T TR
HELCIZHEEV 2R LDELTISHORBPHBEACSD BH 20T, 22170V H0Z
SHUARRNLBHOEAEREMATEZ LT 5.

MM2 /MMP2ZoXEWRARRLFOEEMEEEEL, TOoRF Yy VI INF %
KHBZLTHE, MM2ZRHABRE P ELWRFERYEL., MMP2REKADI 4T
ERUBD., A2/ n s LA3BLdelo0 a5 L0020 RTHSHF,
PEM L FRILANSGAEZORBAEETMM2ETT¢HY, MMP 2 ZKRENDLESD WSBALR
hidhdhhokkd, MUALEIOYSLELTHEREAZZ LA AS Mok, BERKT
- HFRBEICBR > THEMMP 28 MM2 2 4hb B ERT WPEALAETED, MM2iCBIl5
HRANRABIFFORF VI Y LT ANF~ (MM2 CUHIEET R VF - 2ER) R H—
PeLTHAOMKE. HeHOEL, Baohth, EEARFNOMEESEN kRGeS
) HLUHKT - UM THEFEHOME UTHRBL, ZOZRANVF—-FHNAELDIMEER

HENIELOTHD, FETAINF-RERRALEDSAENS A -2 2ol RN
FrivEBTREh, FOMBERASA—-ZOREVIELTFHB LTINS, 5 F-VHLE
HEFLEGERABABLOFERESRENOBREBLTOQUNDORF Y Yo VT F N ¥~
Re#HARBCEREYZED, ZALOREJOVSLATHFRETERZITo> TR (MM




P2). TORMM2 22 &2 >Tna,

BHE: ARAF - FRMM2ZEDSDWTRKFOBELRTFEA 7. Sald. B10iHEH
BEHEYLEOONIA-ATHS. MMP2CTRZIABKNMATHEREET T ZEHD
F—AFLETHD. AHBERIMMUHOWIOTEIL, ELEFREFORESADITRER
FRAOY LRI oTHBMICHME LD LN TES, MEHELOBBRERLT, 22
ARVYIOANRES v OEREAEAABLLTAALTODRTYEBNEIENS, £ELME
BB &> TRONDZDIBHAMARTANFE ~BAATHS>THLED T ANLF ~ HAET
RBRVOT, 7RV IR FORKEREERDIEDICRAIHEREIRBICTAN
BLETHD, MM2 AMMP 2 ILREFALBEIVWAINZ 3. ELAWROKRKERTFORH
i, HWHEELSOAN BMERELKEWTHELERFET R EELTES S .
BLUEBRRVWLLFR2ECHBHEOMBERT LM, BELEHSORACWAET EHEL
ERISOEMEETRELEN>BTHE. ZLALRBAYAIZ AT HOBENTFCH DT,
HAKESTLHZHNEANHBEBO Y JELTRIEFTILE W, AAMEOB LN, 438
BEREDOD T OMM 2 10 X5 EREIE NITAC 46821 L CHAM BB TH T+ 5., MMP 2
THSCFAAF DI THITHBEISE, MM2IZIBE Y hONR—~YF LAY —2TH
KIS 22, HiITBROEY A -V TETVWARIHE R Y200 IS ERBRANLST—-R
EMfDZLTHS., THhHICOWTHAFTUIS 72 v 2 AL ko TAABEREY L3270
TSLE T PRTTUHBEIATEY, FAEBEARENLAEAESRLICEENTFAD., 85
BHMAAFRENOD -2 AF —ay (VAX station U/GPY, ARV —F 4 ¥ ¥ ¥ A F L ULT
RIX Version 1.2) IKN—Y+Jbd ¥t 1—H (NEC PCO801) BHHL. F— R OMkIiR -V
FLNAXE2— A ETHO, MM2/MMP2OEFRITI -V AF -3 v ETHoTna,

SROBHELIWEN T IFLICHBENENS A -2 % o B RABOL & 88 it
HIL2MUFROFHELUEHE, AR LEGAOHBELENBE L O—F 3Bt kED
BECIERMEOBBUNTHY, HEOHWXBEIHTOMEEEB TS, Fo—H»
(£)-2,2 -UAFNAFARY O XBIEHMERFTHE . MMP 2L hEZOHTFORY
ErROBMOKE - RAHEGORIP EDOrHERBEOBBABEVOLDIC AN KD,
HBKTORFEFRNEISCHOLNEFHEIHARBOBERFENICMBMLTMMP 2 0f8 e
E< HBULE (230, 020,002 8) . ZHICHLTERTODBENEOMREE t G REOM
WaRnEHRES. MMP 2 LO—3i3118 KOF—FLERTEH D, HaBkovTRWT
NOWMEHRRIMMP 20#R &I —-HLE (<3a, 0=0.1-0.2" ), HEBREHOHEN
FEHEGOHBEAPRENRERE—ETHY, KM BH - BHICXKDBENZAIN, ZHICH
LTHEDRUAEIALAFMBOEAILERTEBZ PSS INF - L HBE LA
NS, ATOBPAERBICHIBET S, MM2 /MMP2ZOREEZOEY R0EE
EHBICANT MUST OREEZHETLS. ULz hfioReictibhe.
FoADELEHEGHFLES<LOROT, FLBW A FHHEEMAE AR wWHRY HBEARE
AU ARHEBITOEFLERBEWELHEIUTZZ LIRS, Al (E)-1,UI-EF b5 U
UF VKON TMMP 208 THBMMP I Q2EQ Y 7 0ASw v BIRACAMBICAY.
FARATOAF L YRBRIZF L yFHICHLTEHEMICAY, C-PhifdDR ChHaisd |
HEHE) THEMEETILEY . XBERBERNE T oL I3 Y2 0AXE VB OIK
BETEHNICTFEBEY ThHE. C-PhiEDLTHLAIE -44.4(3) B LU -47.4(3)" T



Hor!, MMP 2K kO C-Phiaoh UhAK -49.3° B LY -49.4° TH Y., EHM@

EDP-HEMMPIOBAEL VLB ok, ZOXHSEMM2/MMP 210 &k > TR
DRERBOXEREOFHEHLEIE ., 20LHMM2 /MMP2ORIBEENMHHAR

HHEO -2 R XBESRFTOREDICANDZETHEDS. TTIRELITDA T2 O NRKHEK

FTOMBEEMM2 /MMP2TRO, ZhiE-TEaLH I HEHBILETIZLTHS. &6

KBRETRMMZ /MMP2CROESEEHBHEICL TN -V rR_AT Y - FHILE

STHRERZZENTHOAZESICR>EY, CHEEBRETHETAVWE I REBL WHEEER

COIEPBLABDTHY, ZOPEHEKEIMM2 /MMP2HFRELHTHERFBIERETZ

El e, RERBORESECHT R OEHEE L ESIREIC, B0 E S RKBIC

LTMM2 /MMP 2 2 Bl $ 52 RNBRBENS V., RELDNBEHIHE LT

BEVEHOATHEY, BhALFAENICHALAS RIS AAREELMEEREHATSHRER 2L

MHETHE, BEBRBEIIIN-BAETRLIBEETHY., MM2A-MMP 2 CilEAE

Bz eERy, LALABASERICHA LRV ARELBEICHTIHBHZ 2HLOML

FWMAREOERBILELEAN BN, FOLOYLRMEAKCHLTHATMM2 /MMP 2%{f

SHPHLRENL E>THOINZHBREDLETHMM2 /MMP2ICEBEFMKE TS

OTHBILEMRBILLATAE AL RV, TOBREMY DD T TR HAILH N 2HES

BrhaBasbdal’,

1)¥.L.Allinger, Y.H.Yuh, QCPE Program No.395 (1980).. -

2)¥.L.Allinger, QCPE Program M¥P2 (1982},

3)U.Burkert, N.L.Allinger, 'Molecular Mechanics', American Chemical Society,
Washington D,C, (1982): KRR, MTWHAR. TaFH%E) . BPHiKHE (1986).

AVBRTEOBRY - KIRMZ, H@RASHEERHKIE. 45, 1033 (1987) ; thFE—. WINEE.
Hanibait, 45, 1044 (1087) ; BFA B . SFEMX, HRERERE S,
45, 1119 (1887).

By )ik, HWI. KA., THFOEFVIEHTFHBHEAM . AR
NnAL ®HKE (1986),

BYFWTWRIFEEST Y J 4 x>y (DEC, IBHA) 2B LM (FACONAD) AEFTEANOEYa
—NERZaTLERTFLTND,

7)K.0gawa, H, Yoshida, H,Suzuki, J.Nol.Graphics, £, 113 (1884),

8)}X.0gawa, H.Suzuki, T.Sakurai, K.Kobayashi, A.Kira, K.Toriumi, Acta Crystallogr.
Sect,C, ENRIA,

g9iN.L.Altinger, Y.H.Yuh, QCPE Program No,318 (1875).

10)P.Lennen, D.Lenoir, Chem.Ber. 117, 2300 (1984).

11)K.0gawa, H,Suzuki, M.Futakami, S.Yoshimura, T.Sakurai, K. Kobayashl, A.Kira,
Bull.Chem, Soc.Jpn., FIRIH,

12)E.Egert, G.M,Sheldrick, Acta Crystallogr.Sect.4, 41, 262 (1985).

13)K.0gawa, Y.Takeuti, Il.Suzuki, Y.Nomura, J,Aim.Chen.Soc. 106, 831 (1884).

<MMP 2 : (LHEF - #8W >
MMpzwmwﬁkNLMhumwaMPI(mm)w&ﬁﬁtbt%&br%ﬂ%zﬁ




DREEABAHAOSFHZENE DTS ATHD. MMP2OBE, ALY C > TEHMM
ZOMBTITEHELVWHENRIATVWEOT, ZITHMMP IAGMMP 2 ADB{FI
{ffoT2tMASGAERRSA. 18R TRINEMMP2OREANS A-2DHERIED
THEIHTZZ LT S, _ ‘ .
MMPIABGMMP 2AOHARFKRDLETHB. IDRHRIEKFONTA-IOHBETHS.
MMPITHREEKBZBEONRNSA-FICMMILBALLONELAT WS, ZLTHREHESDN
SA—ARLDNWTOHHARBEIZHLEREIT> TS, MMP2 TRHEMMILOHEERTHS
MM2DRELRBONRTA-FIRELHRATND, BIIORBEGRUOHEFTEOKRTH S,
MMPITI VESCFAT oA RBEHETSLY. MMP 2Tl SCFETHHELTWS, Z4h
HOUBATMMP I EHARERBED —FHP LI Ro D ZERHEXILTHWBED . M
MP2ERfioTHERBLEETY LARRAONSEHOHEMRIERAE L<HEB TS, L
PLBCARYPANEGEREEIHREEFRAL2VEA DS, E2AF 1,I'-EF7F 0%
2,4, 6-F U AFN-1-AVT7OENVAEYORBEGREREOHBEMIEBHIVBIRUNE
n*aﬁmanfnt.:@ﬁ%&&?&#wuﬁmﬂAmuﬂax—&m&ﬁﬂm%¢W?
Aht, CORBETHEREOHAMEBOMERBILEST BRI LICHILTNED,
1932ﬂ:ﬁﬁ0)MM P2 QCPEM S, 1985452 NDLEA S ALWIRTH S, 198SEETIE ¥,
NI A—ADHEBROBIIBR2IOHL AT A—ZFBENERATNS, '
1)J.T.Sprague, J.C.Tai, Y.Yoh, N.L.Atlinger, J.Comput.Chem. 8, 581 (10987).
2)T.Litjefors, J.C.Tai, S.Li, N.L.Allinger, J.Comput.Chen. 8, 1051 (1987).

<BIGSTRN-—3 : {LHH-HFHHE_>

B TGSTRN=3 K. HislowdMER L & ?ﬂ}ﬂﬁ%h-}"%ﬁjn ¥shthd, oy
SLOBBR IO SLLFEMARZ LR LIKA~VF - PEELEABTIRALY —HED
Wﬁﬁﬁmﬂﬁi%:tﬁﬁénﬁtﬁ?#@ﬁﬁ%ﬁ&#ﬁw—%vﬁWEénTBU.a
—HF OB LESETHERBLA TS, ZZ2TRHBIGSTRN-3OBMEICOWT
M aMreEiI>Z2ilTs.

MM2REORTH¥HEIOD S LTHI ALY —HE, ARELREOE TNV —-F 2>
FHBIREDNABZNAIA - 2RI 7 FFAILHARENRTNS, ZHICHLBIGSTRN
~3TCRFOYFLBEHEREDY TN —-F Uy EGIABE» TS, HWREKHERNSA-H
HMHD BN A—AHOF A7 7L NICNETS, ZOEDHENRTA-FHDF-87
FANEBABZLTHAOHYTHAEITD> Z LA TES, BIGSTRN-3KIFRDID
DHEBNRNSIA-RAD 7P AMWNHEBTEIHL TS (AN: Andose-Nislow, EAS: Engler-Andose-Sc
hleyer, N¥2: Allinger, CFF: Ermer-Lifson) A, ZOMKEHBERABNASIA IO T 7 A
EMBETIAHLI-— V-0 ESLEHETIANLF~HE, HARELILTETHS.

HERELICBEDIDDHESFHA TES (Steepest Descent, Conjugated Gradients,
Variabie ¥etrir, Newton-Raphson) . Newton-RaphsoniEZ 25 Z 2 N TE B DT, driverikT
MBI A BLUWERRAY FARA Y MOREOHELLITRBTH S,

BIGSTRN-SLRRIMFOFTIN-FoH¥ba0T, BEBLLENENI -vLT
HEDPYRAURALA YR THEINEEHICHYT DI L TEDL, FEHBEU MY RBWED
LUz ANE—, TYRALE—, T O RBMTSILLTED



¥ jz eigenvector distortieniG v, # R LKA b HSHEOENE - FOHRT#H @A
EEWNBRETZEILEY, FIWLI LN CHEEZREETAZEEAETH S,
:ﬁ?%tﬁﬁﬁb#ﬁkw?%*bﬁ&@&i&s:vam%wﬁ%ﬁ%?ﬁ&#%m;
LR TES, ZOFTaY 71%“/3/@%&@%%2#V ATBzEMNTE

<QCMP bt KHE - KIRB=>
QCMPIIIQUPEAFI19B44EBA D LM 2 a6 y b XAV ay HHERILE a5 L0
~AXDABTH S, KA &L T H8-DOS%E-08L ¥5 IBK-PC (BMEH I 70wy #- 8087,
RAM 640K/S 4 h) JH. MS-FORTRANEHM L. MAK207 0y ¥~ F4 A5 (360 KA N) KB
ENTHD., QCMP /O Y5 ARMME2HESABETIAICELTNVT, RBHARKITH
B, BEEDOALBMRBAKESFOLATHAEN, RETEIZE Yy = FHA— K502
VELBETHARBIRIOTSLHEBL TS, : '
Zhan7n¥sL2hrdY—MICRETZLROLITH D

#HFEdU - QCMP#

a3 1 4, 10, 35, MH2/MMP2(B5)
WIALD, "5 A~% [3, 8, 21, 26, 27, 32
HMO, EIIT 11, 21

FHBHMO l, 2, 8, 7, 15, 17, 18, 24, 28, 29, 30, 34
ab initio ] '
HETFT T4 vIA 16, 18, 31, 33

W@ AXT MWL 8, 12

NMR 13, 25

METE-AVDb 14

R A 20, 22

At mear 23

INSk. HFHELOWHMICBEVTQCMPYY ~XRED>ILBEAINT? 16EY b
RV oY ELERT I — (EBEAN., HMO, —HoBRMLAMMIFES L URE
D4D) BAL LT, HRUVANDABHAFHEL WD Z LCRBE 16y bV VTR
BLTEALwbED AR, B3S0NRVI~vayFpREZATHWEERRNSF0
HER Yy —YMOPACRHMICEZE QCMP 7Oy SATCRERY THU Lo T EH
D2 ERTELY, BEDO Ry MM - IAF~-varvoRELAHERETVWR 2. QCM
P/U—XLﬁinaG%#ﬁinJ7A®£¥%ﬁﬂi%&<MLL%%?%&‘bha
BTHECBLIEQCMP LYY -XBBRNEETH S

<3JHHPC :46K® -« KW =>

FAJHHPC/QCMPO0251? |3 QCPE#46] FTNXRE Y F Ui S EN A B 7O ¥ S5 453 JHH]
2) % Pettilodf IBY-PCRILESZBHLEDDTHZ., A7 03 LR e e EdRICBVTHERE




Lo2HDMM2HBREK (MM2 ) CEMNTOEESHBEO -2 TH2H, {CEHRTR
KHNWTHASZA TS 70 by MMROBIHED -2 LTEWAAEEH>ZLEHHEL T,
COBHEFTEMMZ ASBMYMLTATY 78 ISO0REOMILENID S S LE LE,
ZHA QCPERIBITH Y. MR LTMMHBEEBEREUAEF>T 20T 47 HEEH)
KAk, "VaAYHE3 JHHPCTHRMEERICI>TANHBEESAZEIIIKABAZNT
WU, REEEBICHELTWASY, _

A TS S L9804 D Altona® IR R L EHBN— L Karpluss :

3Jun=Pjcos? 9 4+Pycos 8+ A 3 [Py+Pgeos2( &, 6+P5 | A 2 ;.| )] (1)

A z(group)=A x (a-sub)-Py A x; (B -sub) (2)
ENWTC-CHEAEATAEYF—VHA/-HEEGRHETS, (LXOE—, E-HET®
D& T#HiE) O KarplusR e e, EZ2HUTRELTRELWIHHEZ ZCIXIEB T SH,
Altonas MIT-> EFHROBESARKDES>TH B
NH-C-C-HTHAEMMI® B> TRBLLEHENDR £,
DeBLrUPRRECBABUEEIESEH R EITREEENL L.
NoBRELHLULTHR IO BEEONREZERELE., ,
DTODNFA—HK (Py, P, . .. Pq) REAL, 3mﬂﬁmm AL E O B J gy
EHEBRDISEBHRHTZLILNANTFA -2 2y bR EDOE, ZORDRIREMAEEE. Karp
lsHAARBACWAEBEZ LV Y AdEbhEPMEREBR LU, FB#EoERM
POLEOEEDOEBEEZRN 0.4 zTH S,

(MAEEBIIN 588 Mionad Hyr a2 AT Z 2O TS, LALDKNKIF
MELYTH70bOBRBICECERARIBEEIEAOATWT Ry IV EERHY RSP
Meid, 2ZTHERENMBOAAESANTEHEMICHERMTIASED VWS TnI/oY
SLEEDZZEINLE, TOBKOEDI L TBET) 22042
UMM%ﬁ{ﬂﬁﬁﬁwﬁﬁﬁﬁﬁﬁéﬁthtfwii$7ud7bmkﬁ7 Ay b
LTHWBZ ENTE
mw&wm%#”’&A%tLTFET%%ALﬁTﬁnm%E¢AT&ﬂmbT Hanik
BN HICH > CEATHELE} Iy Y EE 525, B THBELTHMM2T (1
HMM2 ') sHwaZEiICLE, LEDOFATYaYiLBWTREHREBNO SO Y 3 4LM
M2' 2flW2HAILNEERENGLRETIRE L 2HE& (BRAIOARET) 2HETEHER
T, BUTRTHHHLR-Ya TOPTHEMMRT TE., 2AICELT PCHERETS
BHicREFMMZ IO S L (ZhiCE PCHEAH D, QEPICH T A0TSR M) 2k - THEK
REGCOHBEEBLET Y, TOHAEREAZABERTIIHH IO IS LOARTF AL
FThid ki,

$7nﬁvb®mmﬁ@umnumwaﬂzbnéa“

1)P.A.Pettilo, QCPE Bull:. 7, 50 (1987),

2)G.Jaine, E.Osawa, QCPE, 19, 461 (1985), . .

NZOWBHRICE-CHESEOAEMM2BEUMM2 FNBXH., oW HEICHmICHD

ZEMNTETAHYYFNLO QUPEEIBMM2 LR AWK HEOEM 23 7o 3BT MAS

nNTWd. ?k#Giuo)flbﬁmjﬂffvbﬁ-ﬁﬂ,hMM& EWMATHND. MM2' O8I

M LTI C.Jainme, E,0sawa, Tetrahedron, 39, 2769 (1083},



DIJHHBRHI2UENZZHhTHEH, 3JHHPCOFAPREEFS TR,
5}C.A.G.Haasnoot, F,A,A.H,de Leeuw, C.Altona, Tetrahedron, 36, 2783 (1980):
6)QCPE #318. o :

TIQCPE #395. . .

8)S.Masamune etal, Chem.Commun. 261 (1986).

9)C.Jaime etal, J,Org.Chem. 48, 4514 (1983).

<ECEPP, UNICEPP, ECEPP /2 : B¥{k% . i@ %>
 ECEPP, UNICEPP, ECEPP /2 Gi::ﬁ‘ﬁ]l()ﬂﬂ‘é]&l Cornel | K% ® Scheraga®
BOTN—- T EVHMRENEARTF R FHOBERO S F B G (Molecular Nechanics) 7
B¥SLTHd. ZhHOTOYISLEAARTFRERFOFT I JEBMER (—KHEE BT
VRREE CHERATHEETSIEIC LY, ZORMET S ¥ — (Confornational energy) %8
N33, $REERYBOBNMY TV —F Y E2HMALZLICEYV T ANLE —HAREBEED
LZANF—PHIETED, 2Ab6070FS5LE IBITY Y THAINELOTEH S MM
ANOBITRBEETHE., JOYSLORIFEETPIVHAROBEREE O EAB 7 740
(NDAT, 70V S LICHE) 24835, AVUF VOO hTRITARARATS
JEBRERE 5THBNF. MBUEDLHTERLITFAZEDK Ao T WA,
ECEPP(QCPE#286) : ECEPPAEHTEROIOYSLDAN AWM., 70T 5L
g, FROB®WRY QPEv—a7NEH#ELWEHEPLEB LN, 22Tl 7U7SL0BERN
ATIERLETOTALAMEEHAT 2, :
A7 @OCard Type 1(515): INUMRS(endgroup® Zeb iR . 7 3 J MM B +2), NUNCON(EF
WY Heonformation®¥(), IPRINTCH A S IL(CHEME HOBE), 1208 T0BE).
@Card Type 2(1615): LIST(I) (— %o E) . LIST(1), LIST(INUKRS) iXendgroup® fEEH
EHE. LIST(2)~LISTUINUMRS-1)RY 2 JHMBREORS 2T o8, DE7I JEBBRKR
AFSRE->THETS. PIVHARZOMEHHEIE NDATZ 74 MICKBRE T 3 ) MR L2000
Wil {tiiZ Norleucine, OrnithineBE R ¥ARWENT NS, A —F-AHELT I J MEE,
endgroup® NDATZ 7 A LICO W MABZZ L LA BT H D,
@Card Type 3(10F8.3): ANGLE (7 % J BS54, endgroup® “H UM OE) .
@Card Typr A(A0): KV(ER & ¥ /2 ZE KA OBMO H2).
®Card Type 5(1615): NRES, NVAR, LTENP(R)(F¥ & T+ 2 @k ADHEE).
W EBEMDNEY TN —F & LT VAO4A(Fletcher-Powel 13%. QCPEROSO)ME CE P PIC
#HAEHL, ThAEYZa7PHTHERELTHS, HIAHY A MKEWT AFTER ENERGY HININIZA
TION OMECTHRAHNEHICE S <HEEYE confornational energy(ETOT) T H 2., O 4P HE
HELRBIC ETITORBRS (BB ALY -, FESHEEH. HEOERCMEDSI TR
¥F—el) B A& h B, AFTER ENERGY NINIKIZATIONBAM I A S THEL E iHEAEMIE
WELT ETOTREMA DL UAEHERYHELEL S, BEOLIKECEPPOABBEZ -V ~IC
Lo THMBIRTETWS, ' - ¥
UNICEPP(QCPE#361)2) ; AMAHRBECEPPLAMTHEMN, ECEPPEORWIE
united atomiEBEAWT _HEAEY. RTH 2L Y., TORRITEGEMAEMNE (~400
BNBZZ2THD, united atomFEHICB VTR E LA AlaBE O SAHE Cl,ZEOHHEN



HWHYT 5. united aton ST RFHW Clly, CHy, CETH B,

ECEPP/ 2(QCPE#454)%) : 1983 LR SN EECEPPORAMTH S, kB A
EN, SHPREYOFEAHEMEAE. N, ORFOABREHONS A -2 C - HisaH
BTHD., COREATFFET. BHEOEBMF. RenanAA 2 MO ENME & < HBT
ELHEDIK Mok, £k Scheragab W ECEPP /20 RXRLEIEABICEESIECEPP,
ECEPP/2KHBLIEADRTREREEABPECEPP83%KEARLE, ECEFP
B3RHBE QPELEEELTHWRNAE, XL, 5)EHLICECEPPADHEBMAERK
BITTE5.

BLEZoDASF P2 FHARRNSFHBHE 0SS L EHALER, Zhop TRy
LEABLTHAWE confTornation energy map(fl 2 I ¢ - Ranachandran Nap){ER B HT
%U.itmm%ﬂﬁéﬁ%,EEI/bDE—ﬁﬁM&E“EOHMnéb&%WWT&&
1)F.A.Momany, R.F.MeGuire, A.W.Burgess, ll.A.Scheraga, J.Phys.Chem.‘Zﬁ_, 2361 (1975).
2)L.G.Dunfield, A.W.Burgess, H.A.Scheraga, J.Phys.Chem, B2, 2609 (1978).
3)G.N.Nemethy, ¥.S.Pottle, H,A.Scheraga, J.Phys.Chen. 87, 1883 (1983).

A)H.Chuman, F.A.Nomany, L.Schajer, Int.J.Peptide Protein Res. 24, 233 (1984).
5)H.Chuman, F.A.Momany, Int.J.Peptide Protein Res. 24, 249 (1‘984).
EIMBI, HEMaME A, 45, 1098 (1987).

<AMBER, BIOSYM, CEDAS, CHARMM : HBATH AR >
AMBER : AMBERVUERFPFOEFY VY OESOLTFISNHAB IS T %
HETOYSALTHY, KE UCSFO Dr.Kollmend il ko THRENE, TRANF-HARF
ANVPEETHAER, Haf., ZHA. van der Vaals B R UBEHEFAOEHER W, ABRE
BLANY-Ra-HF-DAFrarvioTwnad, 707503 EHRIBAH, NFTA—X
BERYOBESH L. PLLRIHEBSL. HEREOR., REBHLLKEMINTSEY,
HAMDREHIVEa - AHON-YVaryhEsrs, HEES TR NE—ENL. FH
IR, SRBRGEN, S THHNBLOEGBLUVEHNZANVE -HEOL-F 2 HH3B,
BEAHT ALV —RBEONBOEDIC. BHNASA-X A 2 UYORBMKEYBEYFH
voMeE, 2 EREEHELEL RIS FHIZED2OOFUNEALZLILLTHSE, AM
BERUBEDEDABHRUBRICIVBEIARBEANTA-FBEHSHELS, AMBER
DIHBRERE= &mﬁ774}02£k&?hﬂ%®7ﬂ#7h(INSIGHT&&)&@
ﬁﬁ&?éﬂ%#%é AMBER@BEM&LTHE&I$N¥ PRI LD HE AN
—HHEATEHEELD T B,

l)P.K.Welner, P.A.Kollman, J.Cumput.Chem. 2, 287 (1881).

2)§.J.Weiner etal, J,An.Chen.Soc. 106, 765 (1984),

3)S.J.Weiner, P.A.Kollman, J.Comput.Chem. 7, 230 (1986).

4)¥.C.8ingh, P.A.Kollman etal, J.Am.Chenm.Soc. 108, 1607 (1987).

5)P.A.Bash, P.A.Kollman etal, Science, 236, 564 (1987).
BIOSYM:BIOSYMIKEBIOSINHTHRBEALSFHHAKEVYAFTALT. #7F
HE, BTN EHFOIDISCOVERE, 574 9vh AHRK, WEEFIINSI
GHT e HHRENT NS, DISCOVE R Agouron Instituted Dr.Hagler? 2 & o



TW%&ﬂF%@?&@%%E%D:(Uﬁ%%%l$w#—ﬁmm'ﬁ&mmﬁ&mﬁﬁﬁ‘
HEQPRQUINABLIUMARRHEERCEHETE S, BESFOYIaV—varyb il &
HITHEMREHO N, &%WE%MWﬂﬁmﬁﬁ#ﬂm(Nﬁ%ﬁﬁ##ﬁ'mmbt
GEHNOHENTE, BAPFESOEY AL —Va Y ATR, BT AL ¥— i BT,
AFERITFAN SRR, #E R, 648, AL A, FEAALOF L. van der Waals$H
LUMBHILERN, KELGRLOLA L - OB ERY FNEOHEREREEZH L ALY
ADLTHY., #HTINGA - Ao THEAYY - Y7L 2HRELTENS XU ab in
Lo BICE Y N EBO BB AN RENT VS, BENERTBLUCREMEO L —F>
D, NMEF - A2 WMHFHELLAEAHBELCELZ ESCR>TWWAE, MOLEDTSESEUWINS
IGCHTEHAEDEE-RYATALLTY I 2PHBELTDOEEEYNEL, FHa
hPBRELTHWE, BIOSYMOWHML LTRFINVEYORIFS, Y5310 Y0d@

A7 DR R B MRAS LEARMEE N THD,

6)A.T.Hagier etal, Science 227, 1309 (1985).

7)"Potential Energy Function Consortium”, BIOSYN#: 7 DuPont, Monsant, Aboti, Merck

» Rohm & llaas OBMEBTHAS A -~ S REEED T3,

8)D.Il.J.Hackay eral, Biophys.J. 46, 229 (1984).

crDAS:CrDAsuhkmmwﬁ&{mEmﬁﬂ&)%¢ukm%énrfUA7%
FORGEHPLICHHRHETOESO—-RO IO S LATHS, CEDASOPOIT RN

F-HBMABECEPPYOIBEFHELTEY, Ry FofaEBkUMEMEMEL
LA EMYERILE o EHEFRNT, TROZHALF -—HEHD

Eyor = Eg  (RRTE) + Enp(JEMi&. SRBES) + Eror(I8H) + s (SSKE) + Elgor
CEDASRRDIDD I BT LS HEINTWVS @ (1)Regularization, PDEF — & F:lin

SUHABANDEBEERSOYSILT. XBEF -2 2 HEHGRBIURKSALBELTHY
BAEE 2 T3 (2)Energy Hinimization, TANF ~F/ILDFHEEITD (3iNormal No
de Analysis, RAB/HEEE DL ICEBIBUWHRITEITD (4} Nonte Carlo Sinmulation, itd _
Bk 2 MTT A, CEDASORMIMERBELERL LT HADORERNLTNS
e, BEUHBORBMEERERELTWBZEIGIN IR Y, 2OLDEBMICERAT RV
F—EIMEEIBTBILNTE, LES>TEAIEMEBMEYRTIC LY SFOR
HETBHICHEBTZ2Z2LHFTED, CEDASKEROTDHEHBIEER A, 20/_b
HEVFANMNOAY R aLb—0a il VNSRRI TED. THAKERAL
TWaZEIL LY, APEREOBRWIREANLMNALETH L., sLHEERO=ZRAR
RICRBO TS L(MILDI2 X)) v AL ETHE, CEDASOERALLT
WHBPTID S-SHADRITIY), FUyHXIAAy bOBMMERFIVH, 2L HEETHLTHS

9)ll.A.8cheraga etal, J.Phys.Chem. §Z, 1883 (1983).

10)T.Noguti, N.Go, J.Phys.Sec.Jpn., 52, 3685 (1983).

11)}t.Wako, N.Go, J.Comput.Chem. 8, 625 (1987},

12)1, Nakamura etal, J.Mol.Gr‘aphics., 4, 180 (1986).

13)U.Wako, N.Go, &#p%H, 26, S145 (1986).

14)K . Norikami. etal, A:¥p4p®, 27, S237 (1887).
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Harvard K@ Dr.Karplus5i &k > TH¥BEniz, CHARMMOBBRAZ ST TIoH 5.,
12@RTFNF—f/hMe, B2RDFHHENY. BIRBURFTTH S, DKL 2H 60K
REBFTEIN-FUFAEETCHS, CHARMMTRFALMEZEEF O, TR L€ —HA
KETFTROBYTHS ‘ . '
‘Total Energy = EBond Energy + ZBond Angle Potential + T Torsion Potential +

T lnproper Torsion Potential + Zvan der Waals Interaction + T Electrostatic

Potential + Zlydrogen .Bonding Interaction + ZConstraints
THANVF-HNMMEHBRASODOHEFNFEAZ LI R TS, PFYAHEHETIE Hinini
zation, lleatingd & T Equilibration®#E T Simulationll A, BEOHREELYANLDH
HBELTF VANV ATFHAFOBELRDZ, TEFUNVEOFEENL OB S 2 8 LE
WL EhUAOHSERELMNC VBRI FERE LTREBNEASESFH AN RS, B
., MEHEBLT )Y - N HEBOI DA TR BRI OEGE M5 LTRSS,
CHARMMO®OYS 74 v 2 AAMABICRHEYDRAFME DN S, CHARMM® & 4 M&
LTRIAZTOEOBMEAFS . MRF - ORFI TV 523 nWEXBF - ORI O RS
<COHENHB. - o v '
15)B.R,Brocks, M.Karplus etal, J.Comput.Chem, 4, 187 (1983),"
16)H.Karplus, J.A.NcCammon, Scientific Ameriecan, April, 42 (1986).
17)A.T.Brunger, M.Karplus etal, Proc.Natl.Acad.Sci. 83, 3801 (1986).
18)G.A.Petsko, H.Karplus etal, J.Mol.Biol. 190, 227 (1886).



Mg 22 12 35 v & 81 30 16 25 oD B R

<MW (BR) WRMEKEG - cHEHE> .
SHOMLPHEOCZLHE 7 YRILAY THELEOHRILEHBE TR I vRONRST XA —-RIC
REEBLUTWAHLONREL, HELRLANMOERE T vRF T NS0 EHDTT
LESZLHLIRLENDEITHS, ENTOLE I RME, ST RS OARIIVIIA
DERFRICIIMM2 /MMP 20 K2 RBERTE2EAL, 1H-, 13C-, 19F-NIRA R
PLF—3RFEHAEOETHUACFERCEVLT VD, WIETRRLZIOSDLED
DUREEERICHPEMMOATENTZ20RELVOT, HBOILdWoRES XERKTD
KT - A B LBOLEDERNLNTA - EHBCRELTVS, BOKEHARICEN
THIZT—HBROENIA—AHELALOLTHEBEAETRVWELI ORRETH D,
e H . SHERCBT AR OESHICH LTRMOPACREHE TR ZLICLTM
MEDEEWTITELTWS, BRI FEELEDO Ty REBREPDIHOPIY., VP Iy
Ky THhY, WESHED HOO-LUOKHAEREZRCTVIRETSS. £ LHFIICHEN
ZRLTVWELITRAVHY, TEAMIHEHRPEARNCEZLTL W EEo LT
<Y, AIAYN-0BIBNI2b0LEbhs, bIAgOAEHE 0 FS L OERR
RICOVWTRBARFOAVE 3 - ARRR/NRNA - Ty Lo TNBED., AL TOY
SLERMBEMHLTWAM R YDORERNF— 22 EL bRz cERy, BHERMM2 %
ERNAVIAVTH 2T 2HBHROADZOTHEBIEESI TR VWOSFBERTHL., 2BHIL
THFO LA GRKERHEBOBER > TWIRETHD, REELAEAZA TSI REED
FHEEMMRPMOPACOY Y LDHICEEEST, RO HEERIE, YI21b—-vs
YREHRSELLVDOFEENTVWEZLEERLEAD,

<T -4 (KK BIRBRBAMN - Ry 847>

WEA- D -—THEILIPHTHEDORN 2 TEZLE0EELEHHTHDILEH O UK
H, BTEE, BT ALY —RLOBHERIEDICHEHE I O S/SLEHEHEOLOL R
2TVd, FITFOHNARAE 70 LOMEBRCTHRIZETLEY,

BEHE (MM) RKRFERENR, RAEKC LI B ASREEDTLHECLRE RIEMN
BERPHBZI AN TELZOTCEILABLTIWVWEIOYSLD—2CH B, WPEOMMEERER
BRSO IO LRSS LAY, FRICHATEDLIIILR>TETHWS, BREBILR
BIfE QCPEDIE M HDLOMM 2 /MMP 2 (85) |, dbRBEIZHMANSOMMEZ AHy, NV
AXMRICHD W T bench chenistb@ A2 &RV IZFEHBLTWS, MMOBMELRAF
ORTEEMTARSA-ABLANZLTHD D, EBEREIATFORFEEATLLILORS
WOTEHLTWEN, THREEZMOHBDLANANWAZENS A -2 EHAELTHZOTH
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2. ICIK &t

%1@@:/77u/z(mmaumw&ﬁuﬁamruzt/yu- k=T, E0A4
Y- F—wik TARERHEORYE) Thok. SHEHREZAEBE Y7y LY RTH S, THIEH
BERCCICK §7 ERBRS T, FEINSNARE o&BenmkEc 8 A2HRERSERL
BHeT Mk EEEERSTH . FHERTRE, BAERSHOEHRSE, R 2heF—-
FHROI-OVREBRERS BAHEERHERE v/~ ThisORdziiEsmb.T3
. FRSUTSFEHRDERS WHREES OREES HAMT LSS OAEES HEEe
BRGEE XBMITHE > TV BA, ThiZ ICIK HHRO S S ARoRENS < 0FEieici
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SEEENAFoFrhLELTHERIATY 2 (E188) .
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Organizing Committee Acting Committee
S. Fujiwara (Kanagawa University) Chairman T. Kanno {Kanagawa University) Honorary President
Y. Fujiwara (Tsukuba University) Secretary K. Inoue (Kanagawa University) Chairman
H. Chihara {Osaka University) S. Kitagawa (Kanagawa University) Secretary
J. Osugi (Osaka Inst. of Technology) - A, Hattori (Kanagawa_Uﬁiversity)
T. Sakai {Kyoto University} T. Kadoyza (Chiba University)
H. Yamasaki (University of Tokyo) Y. Sugitani {Tsukuba University)
J. -E. DuBois (University of ™aris Y} T. Teramoto (Kanagawa University)
E. Fluck (Gmelin Institute) T. Yamada {Kalnagawa University)

D. A, Lewis (ASLIB)
H. 8. Wkite (Indiana University)
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PEREERT, CODATAD b » 7HEHLTH A,
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A CICSJ Bulletin @iz & - T, HREEHRSORERLCHADO Y AFATHE I, #
AOHAEORMTCREILECLIFER CH- .

Nov, 11 (Wed)
Opening. Welcome and Introductory Remark - — — S.Fujiwara
1.General : .
x|-1 The Roie of Information in the Modern Age —— H. S Hhxte (Indiana Unw Y,
: —Coffee—
#1-2 Information Flow . —— M. W.Hill. (FID, British Library}
*]-3 Developments and Future Pro_bl_ems in Numerical Information Sciences
 —— D.R.Lide (CODATA, NBS)
—Lunch —
1-4 The Status of Scientific and Technical Information in China
—— Liu Zhaodong, Chen Tonghao, Chen Zhencheng (Institute of Scientific
and Technical Information of China)
*1-5 Development of a New Schema for Scholarly Information Flow in Japan
—— M.Negishi (National Center for Science Information System)
—Coffee—
1-6 Stereospecific JICST Chemical Compound Dicitonary System STARS-—— K.Araki,
S.Komuro, M.Kimura, C.Maeda, M.Kaji et al. (JICST)
x-T Policies, Practices and Prejudices: The Human Aspects of Information for
Technology Transfer —— 1.S.Farkas-Conn (FID/ I, Arthur L.Conn & Assoc.,Ltd.)

H2., BE1HEHO 795 A * invited lecture
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YEa—g, T—JRF—Vay, XY2VALEBEELL LINEROT, BR SELL0wLF
AF s THBEANCREBLLES ET38EVAFLTEHS. COEOVRAF ARSI EEHY 2
F 4L LT HEKEY, Rasmussen RBOJBEE <Y - =YY - 4 V¥ — 7 2 — OB TS
PHIBELLIETHHOTHS. ROIMRCY A5 L OFEE Dubois #IRBFOLDEACE$Hh
IEXxi, BEThok. GreliniZiEl, HHSE HECETE772F - F—yrr2 i T
B, 2-4 TREOSRIGRE 2O THREND - k. ' ' s

CIS ¥ A7 AOHREH Heller WA ol BERITOLHFAN—F - ¥ A7 LT 28E» S
Sk, TORARE—HBREALLY. 9, 2F2—F - Y2AFLOMRY - E LTRIE shell &
WONBEY 7 MY = TAMERBLIERB I LEEAL, CHRREROBEL LT, BRI vY
VERRRN—AZANTELDOLHELERELTVS, CHIZMAT, FNoF vy - wv=nbd
WA 2BEy—LEFOLOLE S, LIAT shel HZLISP (L, EVHLWESE prolog) T,

Nov. 12 (Thu)
2.41,System Design, System _
*2-1 IMES Integrated Media Emvironment System — — T.Sakai {Kyoto Univ.)
*2-2 A Framework for fnalysis of Cognitive Work
—— J.Rasmussen (Riso National Lab. & Techaical Univ., Copenhagen)
' ~Coffee— '
*2-3 DARC —— J.-E.DuBois (Univ. Paris V)
x%2-4 The Gmelin Information System: The Gmelin Handbook and Gmelin Factual Databank
—— E.Fluck {Gmelin Inst.)
—Lunch —
*2-5 Expert Systems in Cheinisfry' —— S.R.Beller, D.W.Bigwood (US De'pertment of
Agricul ture)
2-6° Digital Color System— — T.Takahata (Information and Communication Research)
2-7 Materials Data System for Modelling —— S.Iwata (Tokyo Univ.)
—Coffee— '
- 2-8 - Knowledge Based Approach for VLSI Structured Design —— S.Takagi, Y.Okada,
M.Washisaka (NTT Electrical Communication Lab.)
2-9 Knowledge-based Natural Language Interface to Database— — K.Narumi,
S.Hashimoto, Y.Yoshino, T.Hutamura (Fujitsu Ltd.)}
2-10 A Model for Knowledge Based Process Comtrol Systems —— A.Masui, S.Tano,
M.Funabashi (Systems Development Laboratory, Hitachi Ltd_)
2-11 MINERVA: An Integrated Biomedical Computing Environment as a Model for
Creative Intellection Support System— ~ T.Kaminuma (Tokve Metropolitan Imst.

of Medical Science)
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Nov, 13(Fri)
3.Media
*3-1 Unification of Information Science and Artificial Intelligence
—— W.Nagao (Kyoto Univ.)

3-2 Computer Environment of Meaning Structure Representation and Manipulation im

* and H.Nomura™™
(ATR International * , NIT Basic Research Lab. **)

x3-3 Developments in Classification Theory and Method— — F.Miksa (Univ. of Texas

at Austin)

Machine Translation System (LUTE) —— K,Kogﬁre

—Coffee— -
*3-4 fnalysis of Scientific and Technical Terms for Multilingeal DB Access Systems
— — Y.Pujiwara, T.Itoh, Lee Won Gyu (Tsukuba Univ.)
3-5 Basic Architecture of Bibliographic Database on Statistical Information for
More Efficient Use of Statistical Data— — Y.Matsuda® , S.Suoh**, T.Okubo *
(Hitotsubashi Univ.™ , Kamnsai Univ.™™

—Lunch —
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3-6 Bibliographic Database and its Authori ty F:le Structure —— S Matsu1 (Univ,
Library and Information Science) : _
3-7 A Translation System from English to Japanese, Korean and Chineée Using
Case Frames —— S.D.Choi, L.Wu, H.Ishizuka, T.Yamamoto {(Univ. Library and
Information Science)
3-8 fvailability of English-Japanese Machine Translation Using a Personal
Computer—— H.Nakasa, Y.Kanamaru (Central Res. Inst. of Electric Power
Industry)’ ‘
~Coffee—
- 3-9 Probiems in Representing Meaning and Organizing Knowledge Base
—— H.Nakai (Jyoban Univ.)
3-10 The Basic Nature of Japan Medical Terminology and Database for English
and Japanese—— R.Ito, M.Abe, K.Oota (Japan. Assoc. for Medical Sci.)
3-11 Representation of Knowledge in an Office Environment
—— M, Jucquois-Delpierre (Univ. Didsseldorf)
3-12 Information Retrieval in Integrated Work Stations —— A.M.Pejtersen,
J.Rasmussen (Royal School of Librarianship, Copenhagen)
3-13 Safety Management--A Subject for Information and fnalytical Sciences
—— S.Fujiwara * , [.S.Farkas-Conn ** (Hanagawa Univ.* , FID/T, Arthur
L.Conn & Assoc.,Ltd. **) |
3-14 Closing Remark
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MEETINGS

4-7 Bpril 1988.
SCRI-Chemistry Workshop Molecular Hechanlcs and Molecular Dynamics.
Tallahassee, FL., USA.

Contact: Delos F. DeTar, Department of Chemistry, Florida State University,
Tallahassee, FL 32306-3C06,

24-29 April 1988.

Computer-Assited Modelling of Receptor-Ligand Inrteractions: Theoretical Aspects
and Applications to Drug Design. 7
Ness-Ziona, ISRAEL.

Contact: Secretariat 1988 Oholo Conference, P, 0, Box 19, 70450 Neas Zlona,
ISRAEL. (972-8-481586 or 481494). (FAX: 972 8-475594) .

15-20 May 1988.

Third International Conference on Supercomputing and the Second World
Supercomputer Exhibition.

Boston, MA.

Contact: Prof, Lana P. Kartashev, or Dr. Steven 1. Kartashev, International
Supercomputing Institute, Inc,, 3000 34th St., South, Suite 8-303, St. Petersburg,
FL 33711. (813-866-2694).

24-26 May 1988.

First Naples Workshop on Bioactive Peptides: Conformat1on —fActivity ‘in Peptide
Relationships and Interaction.

Capri, ITALY.

Contact: Prof. Ettore Benedetti, Dipartimento di Chiwmica, Via Mezzocannone, 4,
80134 Napoli, Italy.

1-5 June 1988,
International Conference on Computational Physics.
Beijing, CHINA,

Contact: Richard Isaacson, Physics Division, National Science Foundatlon, 1800 G
St., NW, Washington, DC 20550. (202-357-3474), ‘

13-18 June 1988.

Workshop on fluantum Chemistry: 3331c Aspects. Actual Trends.

Girona, Spain.

Contact: Ramon Carbo, Col. legi.

Universitari de Girona, Divisio de Quimica, Pl. Hospital 6, 17071-Girona, Spain.

18-26 June 1988.

EUCHEM Conference on Chemometrics in Organic and Bicorganic Chemistry.

Contact: Paola LINDA, EUCHEM, Conference on Chemometirics, ¢/o Instituto di Chimica
Farmaceutica, Universita degli Studi, Pizzale Europa, 1, 34128 Trlest, [taly.

20-25 June 1988.

The Third International Course and Conference on the Interface Among Mathematics,
Chemistry and Computer Science,

Dubrovnik, YUGOSLAVIA.

Contact: A. Graovac, Math/Chem/Comp 1388, R. Boskovic Institute, YU-41001 Zagreb,
POB 1016 YUGOSLAVIA.

— 15 —




4-8 July 1988,

Computational Chemistry Gordon Research Conference,

Plymouth, NH.

Contact: Dr, Donald B, Boyd, Lilly Research Laboratorles, EI1 Lilly and Company,
Indianapolis, IN 46285. (317-276-4232) .

10-12 August 1988.

The Seventh Annual Molecular Graphics Society Meetinss.

San Francisco, CA.

Contact: Dr. T, Ferring, Un:vers1ty of California, San Francisco, San Fran01sco,

CA 94143.
22-26 August 1988.

6th International Congress on Quantum Chemistry.

Jerusalerm, ISRAEL,

Contact: Prof, Joshua Jortner, School of Chemistry, Tel Aviv University, 63978 Tel
Aviv, ISRAEL,

13-15 September 1988. _

International Conference on Computers in Clinical Medicine-Medical Informatics 88.
Nottinghan, ENGLAND,

Contact: Conference Division, British Medical Informatics Society, 87 Gower St.,
London, WCI1E GAA. ENGLAND.

26-29 September 1988.

11th International CODATA Conference.

Karlsruhe, Federal REPUBLIC OF GERMANY.

Contact: DECHEMA, Attn. CODATA Conference, P, 0. Box 97 01 46, D-6000 Frankfurt/M.
97, FEDERAL REPUBLIC OF GERMANY,

10-14, October 1988 '

Computational Methods in Chemical Design,

Elmau, Federal REPUBLIC OF GERMANY,

Contact: Prof. Dr. Carl Kruger, Max-Planck-Institute fur Kohlenforschung, Kaiser-
Wilhelm-Platz 1, D-4330 Mulheim a.d. Ruhr, FEDERAL REPUBLIC OF GERMANY.

23-25 January 1989.

Drug Information Association’s 5th Blennlal Computer Assisted Chemistry Workshop,
San Francisco, CA,

Contact Drug Information Association, P. 0. Box 113, Maple Glen, PA 19002 or Dr.
“Babu” Venkataraghavan, (914-735-5000, x 3406)

October, 1989.

%th In%ﬁrnatlonal Conference on Computers in Chemical Education and Research
ICCCRE

Contact: Mario Marselli, Computer Chemistry, Area Della Ricerca, 00016,

Monterotondo 5, 1-1000 Rome, ITALY.

: — 16 —
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Vol.5, No.2 ' Journal of Molecalar Graphics
1986 Vol.4, No.2~No.4
Journal of Computatlonal Chemistry
1985 Vol. 6, No.1 ~ 1986 Vol. T, No.6.
' Computers & Chemistry
1986 Vol.10, No.4 ~ 1987 Vol.ll, No.l
Quantitative Structure-Activity RélationShips
1986 Vol.5, No.3

Vo0l.5, Ne.3 Journal of Computational Chemistry

1987 Vol. 8, No.1 ~ Ne.3

Journal of Chemical Education
1986 Vol. 63, No,1~Ne,12

Journal of Molecular Graphics
1987 Vol.5, No.l .

Journal of Chemical Information and Computer Sciences
1987 Vol.27, No.1

Computers & Chemistry
1987 Vol.1l, No.2

Voi.5. N0.4 Journal of Mathematical Chemistry
o ’ 1987 Vol.1, MNo.1

Vol.5, No.5 _ Journal of Chemical Education
| 1987 Vol. 64, No.1~No.6
Journal- of Chemical Information and Computer Sciences
1987 Vol.27, No.2 '
Journal of Computational Chemistry
1987 Vol, &, No.4 ~ No.G
Journal of Molecular Graphics
1987 Vol.5, No.2
Computers & Chemistry '
1987 Vol.11, No.3

Quantitative Structure-Activity Relationships
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1986 Vol.5, No,4~ 1987 Vol.6, No.l

Computers & Chemistry
1987 Vol,11, No.4 _
Quantitative Structuré-ﬁctivity Relationships
1987 Vol.6, No.2 |
Journal of Computational Chemistry
1987 Vol. 8, No.7
Journal of Mathematical Chemistry
1987 Vol.1, No.2~No.3
Journal of Chemical Information and Computer Sciences
1987 Vol.27, No.3
Journal of Molacular Graphics

1987 Vol.5, No.3
XHAREA T L

Journal of Computational Chemistry
1987 Vol, 8, No.8 ~ 1988 Vol.9, No.l
Journal of Chemical Education
1987 Vol. 64, No,7~No.12
Journal of Computer-Aided Holecular Design
1987 Vol.1, No,Il~No.2
Journal of Chemical Information and Computer Sciences
1987 Vol.27, No.4 ~ 1988 Vol.28, No.l
Journal of Molecular Graphics - '
1987 Vol.5, No.4
Computers & Chemistry
1987 ¥ol,12, No.1
Journal of Mathematical Chemistry
1987 Vol.1, No.4



Journal of Computational Chemistry

Volume 8§ Number 8 December 1987

Systematic Drug Receptor Mapping: A New Approach to the Analysis of
Conformational Energy Calculations of Flexible Molecules with Application
to Dopaminergic and Adrenergic Agonists '

L. Sanathanan, E. Danaher, K.-H. Kim, and Y. Martin , p.1075

Molecular Orbital Calculations on Solvents and Other Small Molecules:
Correlation between Electronic and Molecular Properties p, ame, ©* and 3
D. F V. Lewis, p.1084

Cooperative Effects in Extended Hydrogen Bonded Systems Involving 0—H
© Groups. Ab Initio Studies of the Cyclic 54 Water Tetramer
J. E. H. Koehler; W. Saenger,and B. Lesyng | p.1090

On the Use of Constraints in Molecular Mechanics. II. The Lagrange
Multiplier Method and Non-Full-Matrix Newton-Raphson Minimizaticn.
J.L.M.Dillen , p.1099

Molecular Mechanics Study of Myelin Basic Protein
R. D. Gilliom and G. L. Stoner » P.1104

An Evaluation of the Performance of Diffuse Function-Augmented Basis Sets
for Second Row Elements, Na-Cl
G. W. Spitznagel, T. Clark, P.o.R. Schieyer,and W.J. Hehre , p.1109

Semi-Empirical Calculations of Molecular Trajectoi-ies: Method and
Applications to Some Simple Molecular Systems
J.J. P. Stewart, L. P. Davis, and L. W. Burggref + P-1117

Nonbonded Interactions. 1. Anisotropic Hydrogen-Hydrogen Interactions
K. B. Wiberg and M. A. Murcko | p.1124

Calculation of Enthalpies of Hydrogenation of Hydrocarbons
M. R. Ibrahim, Z. A. Fatafteh, P.v.R, Schleyer, and P. D, Stout, p.1131

Benzene-Benzene (Phenyl-Phenyl) Interactions in MM2/MMP2 Molecular
Mechanics Calculations .
- L Pettersson and T. Liljefors + P+ 1139

Benzene, Aromatic Rings, Van der Waals Molecules, and Crystals of Aromatic
Molecules in Molecular Mechanics (MM3) '
N. L. Allingerand J-H. Lii | p.1146

MNDO Calculations on [n] Metacyclophanes
L. W. Jenneskens, F. J.J. de Kanter, W. H. de Wolf, and F. Bickelhaupt , p.1154

An Investigation of the Relative Stabilities of the Isomers of CFaNy:
Comparison of ab initio and MNDO Calculations
C. Glidewell, D. Higgins, and C. Thomson, p.1170

Ab Initio Program for Treatment of Related Molecules II. Integral
Transformation in Extended Systems
C. Kozmutza , p.1179

The Hylleraas-CI Method in Molecular Calculations: Two-Electron Integrals '
A. Largo-Cabrerizo and E. Clementi + P- 1191



An Analysis of the Structural and Energetic Properties of Deozyribose by
Potential Energy Methods
T. Schlick, C. Peskin, S. Broyde, and M. Overton, 1199 .

A Force Field.for Allenes and for Nonlmea.r Acetylenes within the MM2
Approximation :
N. L. Allmger and A. Pathigseril , P.1225

Journal of Computational Chemistry

Volume 9 Number 1| January/February 988

Acetylcholine in Water: Ab-Initio Potential and Monte Carlo Simulation
C. Margheritis and G, Corongiv , p.1

Determination of the Water Geometry in Violurie Acid Monohydrate with a
Monte Carlo Simulation
J. N. Onuchic and G. Corongiu + P-11

Molecular Mechanics and Molecular Shape. V. On the Computatlon of the
Bare Surface Area of Molecules
A. Y. Meyer, p.18

Molecular Mechanics Parameters for Organosilicon Compounds Caleulated

from Ab Initio Computations
S. Grigorasand T. H. Lane , p.25

Application of SINDO1 to Phosphiorus Compouncds
K.Jugand H. Schulz , p.40

Application of SINDOL to Silicon, Aluminum, and Magnesium Compounds
K.Jugdnd R. Iffert + P-51

Explorations on the Multidimensional Potential Energy Surface ol a Chiral
Stationary Phase

K. B. Lipkowitz, D. A. Demeter,J. M. Landwer, C. A Parish,and T\ Darden,

.A Conformational Study of a Biological{y Active ‘Conjugated Syn-Oxime
T.J. Venanziand C. A. Venanzi |, p.67

The Computation of Floating Functions and their Use in Force Constant

Calculations
A.C. Hurley , p.75

Atomic Physicochemical Parameters for Three Dimensional Structure
Directed Quantitative Structure-Activity Relationships III. Modeling
Hydrophobic Interactions
A. K. Ghose, A, Pritchett, and G. M, Crippen , p.80Q

p.63



JOURNAL OF CHEMICAL EDUCATION

JULY 1987 Vol.64, No.T _ ‘ . :
Computer Series, 84 o edited by John W. Moore
Protein Structure Prediction in Color, Lawrence C. Davis and Gary A. Radke, p.582

Computer Programming in General Chemistry, G. L. Brenemanm and 0. J. Parker, p.584

AUGUST 1987 Vol.64, No.8
Computer Series, 85: edited by John W. Moore
Werner and Jgrgensen: Presenting Hlstory with a Computer, David Y. Whisnant, p.688

SEPTEMBER 1987 Vol.64, No.9
Computer Series, 86: Bits and Pieces, 35 - edited by John W, Moore

fudio Frequency Measurements for Heat Capac1ty Ratios Using Apple II, Robert V. St.
Louis, p.T88

Ab Initio Calculétions on a Microcomputer, Lynne H. Reed, Arthur R. Murphy, p.789

X-Ray Structure Refinement and Blectron Density Map: 4 Computer Programming
Experiment, G. L. Breneman, p.790

Si$plex Optimization: A Computer Program for Instrumental Analysis, James P. Deavor,
p.792

Faradaic Impedance Diagrams: & Computer Electrochemical Experiment, F, Amau, P, LI.
Cabot, M. Cortes, and J, M. Costa, p.T92

OCTOBER 1987 Vol.64, No, 10
Computer Series, 87: - edited by John W, Moore
A Computer Excercise in Chemical Reaction Engineering and Applied K1net1cs, Tapio Salmi,

p.876

Computer-fAssisted Analysis of Reaction Rate Data, W. Pavid Chandler, Eric J. Lee, and
Donald G, Lee, p.878

December 1987 VYol.64, No. 12 '
Computer Series, 88: ' " edited by John W. Moore

Chemical Oscillatioms: A Mlcrocomputer Controlled Experiment, Patrzcza Arvoca, Jv., and
Ricardo Aroca, p.1017

A Colorimetric Titration Experiment wifh Laser Bxcitation and Computer-Interfaced
Endpoint Detection, Manish A, Mehta and Richard F. Dallinger, p,1018




JOURN AL _OF COMPUTER-AIDED Ho LECULAR DESIGN

X CICS) Bulletin Vol.5, No.ITRFUC D0 THAS#LE Uik, B4 b XRRBARL
BELET,

1BTEEIRELS (4H) HXER. EH. H

A unique geometry of the active site of angiotensin-converting enzyme consistent
with structure-activity studies , Dovica Mayer, Christopher B. Naylor, Ioan Motoc,
and Garland R, Marshall, p.3

Modelling of Ev—iactalbumin from the known structure of hesm egg white lysozyme
using molecular dynamics, Barry Robson and Eric Platt, ».17

A molecular graphics study on structure action relationships of calcium- antagom:stlc
and agonistic 1,4-dihydropyridines, H. -D. Holtje and S. Marrer, p.23

Strategic approaches to drug design, I, An integrated software framework for
molecular_modelling, J. G. Vinter, A Davis, and M, R. Saundevs, p.31

Conformation-activity relationships of opiate analgesics, Jennifer Martin and Petey
Andrews, p.b3

WIZARD: Al in conformatioﬁal analysis, Daniel P, Dolata, Andrew R. lLeach and Keilh
Prout, p.73

Computér graphic study on models of the molybdenum cofactor of xanthine oxidase,
Gerd Folkers, Michael Krug and Susanme Trumpp, p.87

1BTEB 1 BE2S (TH) #HRXEPEH. TH. H .
Strategic approaches to drug design. I, Modelling studies on phosphodiesterase
substrates and inhibitors, A, Davis, B. H. Warringlon and J. G. Vinter, p.97

Computer-aided mdlecular modeling.of a Dz-agonist dopamine pharmacophore, Roberio
Tonani, James Dunbar, Jr., Brian Edmonston and Garland R, Marshall, p.121

A theoretical study of angiotensin-converting enzyme inhibitors, M. R. Saunders, M.
S. Tute and G. A, Webb, p.133

Structure-act1v1ty relationships for apomorphine congeners. Conformational energies
vs. biological activities, Ingrid Petterson and Tommy Liljefors . p.143 :

The active analog approach applied to the pharmacophore identification of
benzodiazepine receptor ligands, Souhail Tebib, Jean-Jacques Bourguignon and Camille
-Georges Wermuth, p.153
JOURNAL OF CHEMICAL INFORMATION AND COMPUTER SCIENCES
19874 (11R) #2734 %5 REZHEHBH. % . H

Effect of New Technology on Information Transfer in the 1980s, Carlos M. Bouman,
John A, Nosal, end Anne E, Rogers, p.147

Algorithms for the Identification of Three-Dimensional Maximal Common
Substructures, Andvew T. Brint and Peter Willett, p,152

An Expert System for Machine-Aided Indexing, Clara Martinez, John lucey, and Elliot
Linder, p.158



Personal Microcomputer Based Syvstem of Chemical Information with Topological
Structure Data Elaboration, M. L. Contreas, M. Deliz, and R. Rozas, p.1063

Computer Simulation of Deutrium NMR Line Shape, Salem Jagawmathan, Frank D. Blum,
and Carl F. Polnaszek, p.167

Enumeration and Classification of Benezenoid Hydrocarbons. Z. Symmetry and Regular
Hexagonal Benzenoids, J. Brunwoll, B, N. Cywin, and S, J, Cyvin, p.171 -

Computer Storage and Retrieval of Generic Chemical Structures Using Structure
Atirbutes, Soichi Tokizane, Tsukasa Monjok, and Hideaki Chihara, p.l1T7

19834 (20) WM& 18 RAHWHEH. . H

Logical Perception of Ring-Opening, Ring Closure, and Rearrangement Reactions
Based on Imaginary Transition Structures, Selection of the Essesntial Set of
E;sential Rings (ESER), Shinsabu Fujiia, p.l

Automated Classification of Candidate Structures for Computer-Assisted Structure
Elucidation, Alan H. Lipkus and Morion E. Munk, p.9

Further Development of Structure Generation in the Automated Structure Elucidatibn-
System CHEMICS, Kimiioc Funatsu, Nobuyoshi Mivabayashi, and Shin-ich Sasaki, p,18
Generating and Counting Unbranched Catacondensed Benzenoids, Ratko Tosic and Milovan
Kovacevic, p.29
SMILES, a Chemical Language and Information Svstem. 1. Introduction to
Methodology and Enconding Rules, David Weininger, p.31

JOURNAL OF MOLECULAR GRAPHICS
1BTHEORE LS (12R) }'CEEE EH. H

TOM: a FRODO subpackage for protein-ligand fitting with 1nteract1ve energy
minimization, C. Cambillau and E. Horjales, p.1T4

An interactive modeling program for DNA, M, Treger and E. Westhof, p.178 '
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MEETINGS -

9-11 May 1988.

Second QCPE Workshop on Vectorlzatlon
Indlanapolls, IN.

Contact: Quantum Chmistry Program Exchange, Department Chemlstry, Indiana
University, Bloomington, IN 47401 (812-235-5784).

15-20 May 1988.

Third International Conference on Supercomputing and the Second World
Supercomputer Exhibition.

Boston, MA.

Contact: Prof. Lana P. Kartashev, or Dr. Steven I. Kartashev Internatlonal
Supercomputing Institute, Ine., 3000 34th St., South, Suite B-309, St. Petersburg, .
FL 33711, (813-B66-2694). '

16 May 1988.

Perspectives in Computational Chemistry

East Lansing, MI. ’

Contact: Dr. Charles C. Sweeley, Department of Biochemistry, 212 Biochemistry
~ Building, Michigan State Unlversity, East Lansing, MI 48824.

28-26 May 1988,

First Naples Workshop on Bioactive Peptides: Conformation- Activity in Peptide:.
Conformation- -Activity in Peptide Relatlonships and Interaction.

Capri, ITALY.

Contact: Prof. Ettore Benedetti, Dipartimento di Chimica Via Mezzocannone, 4,
80134 Napoli, Italy.

29 May-3 June 1988.

16th International Conference of Natural Products Chemlstry

Kyoto, JAPAN o ) _ o :
Contact: A K{k¥ L #HY 4:!? (T 03-292-6168) , )i (ARAE) (= 06-877-
5111) . : : :

1-5 June 1988.

International Conference on Computational Physics
Beijing, CHINA. : :
Contact: Richard Isaacson, Physics Division, Nationmal Science Foundation, 1800 G
St., NW, Washington, DC 20550. (202-357-347T4).

5-11 June 1988. .
3rd Chemical Congress North America (includes 71st Canadian Chemical Conference,
195th National Meeting of the Socledad Quimica de Mexico). .
Toronto, CANADA.

Contact: B. R. Hodson, 1155 16th St., NW, Washington, DC 20036. (2024872fﬂ396).

15-16 June 1988.

Industrial Applications of Computational Chemistry.
. Ithaca, NY. :
Contact: Ann Redelfs, Cormell University Thecry Center, 265 Olin Hall Ithaca, NY



Iﬂ853—5201. (607—255—8686)

20-25 June 1988.

The -Third International Course and Conference on the Interface Among Mathematics,
" Chemistry and Computer Science.

Dubrovnik, YUGOSLAVIA.

Contact: A. Graovac, Math/Chem/Comp 1988, R. Boskovic Institute, YU—H1001 Zagreb
POB 1016 YUGDSLAVIA.

21-22 June 1988,

Simulation Technology Conference. ‘
Contact: Technical Institute of Japanese Scientists, 5-10-11. Sendagaya Shibuya-
ku, Tokyc 151, Japan (03-352-2231). ,

4-8 July 1988.

Computational Chemistry Gordon Research Conference.

Plymouth, NH.

Contact: Dr.. Donald B. Boyd, Lilly Research Laboratories. Ell Lilly and Company,
Indianapolis, -IN 46285. (317-276-k232) .

10-15 July, 1988 - :

1988 QCPE Workshop on Semi- Empirical and Ab Initio Techniques with Special
Emphasis on Graphies and Networking.

The Apolle Computer Corp. Training Center,

Chelmsford, Massachusetts. o

Contact: Quantum Chmistry Program Exchange, Department Chemistry, Indiana
University, Bloomington, IN 47401 (812—235—ﬂ78ﬂ)

13-15 July 1988.

Methods of Molecular Mechanics and Dynamics Blopolymers

Pittsburgh, PA." :

Contact: Biomedical Coordinator, Pittsburgh Supercomputing Center, Bhoo Fifth
Avenue, Pittsburgh, PA 15213 (#12-268-5206)

8-12 August 1988. ‘

Biomedical Workshop on Supercomputing Techniques.

Pittshurgh, PA. ' '

Contact: Cherolyn Brooks, User Services, Pittsburgh Supercomputing Center, L4400
Fifth Avenue, Pittsburgh, PA 15213 (ﬂ12~268"5206 (inside PA J or 800-221-1641 (
outside PA J

10-12 August .1988.
_ The Seventh Annual Molecular Craphics 3001ety Meeting.
San Francisco, CA.

Contact: Br. T. Ferrin, University of Callforn1a, San Francisco, San Francisco; CA
9ﬂ1ﬂ3

22-26 August 1988. . .
6th International Congress on Quantum Chemistry
Jerusalerm, I1SRAEL.

Contact: Prof. Joshua Jortner School of Chemistry, Tel Aviv Unlversity, 69978 Tel
Aviv, ISRAEL. : i .

121k September'1988.
Advances in Protein Design.
Braunschweig, WEST GERMANY.

Contact: Dr. D. Schomburg, GBF, Mascheroder Weg 1, D-3300 Braunschweig, WEST
GERMANY. ‘ R



13-15 September 1988.

International Conference on Computers in Clinical Medicine-Medical Informatics
88.Nottingham, ENGLAND.

Contact: Conference Division, British Medical Informatics Society, 87 Gower St.,
London, WC1E 6AA, ENGLAND.

. 25-30 September 1988,

196th ACS National Meeting

Los Angels, CA

Contact: B. R. Hodson, 1155 16th St., NW, Washington, DC 20036. (202-872-4396).
Program Chariman for Division of Computers in Chemistry: D. Edelson, Department of
Chemical Engineering, FAMU/FSU College of Engineering, P. 0. Box 2175,
Tallahassee, FL 32316-2175 (904-6L4-5062/6262).

25-30 September 19868,

Computer-Based Methods of Molecular Similarity

Los Angels, CA.

This mini-symposdium is under the sponsorship of the ACS Division on Computers in
Chemistry (COMP). It will take place at the fall ACS meeting in Los Angels,
California.

Contact: Mark Johnson or Gerry Maggiora, Computational Chemistry 72&7 -267-1, The
UpJjohn Company, Kalamazoo, Michigan 49001 -

25-30 September 1988.

Computational Graph Theory and Cambinatorics

Los Angels, CA.

Under the sponsorship of the ACS COMP D1v151on this minisymposium will also. take
place at the fall ACS meeting in Los Angels.

Contact: Dennis Rouvray, Department of Chemistry, The University of Georgia,
Athens, Georgia 300602 {(4O4-542-1933), or Milan Randic, Department of Mathematics
& Computer Science, Drake University, Des Moines, Iowa, 50311 (515- 271-2163)

2629 September 1988.

11th International CODATA Conference.

Karlsruhe, FEDERAL REPUBLIC OF GERMANY,

Contact: DECHEMA, Attn, CODATA Conference, P. 0. Box 97 Ot 46, D-6000 Frankfurt/M.
97, FEDERAL REPUBLIC OF GERMANY .

10-14, October 1988

Computational Methods in Chemical Design.

Elmau, FEDERAL REPUBLIC OF GERMANY.

Contact: Prof. Dr. Carl Kriiger, Max-Planck-Institute fur Kohlenforschung Kalser-
Wilhelm-Platz 1, D-4330 Miilheim a.d. Ruhr, FEDERAL REPUBLIC OF.GERMANY.

14-18 November 1985.

International Physico-Chemical Conference.

KYGTO, JAPAN,

Contact: Kinki Chemical Institute IKCOC-4, c/o Osaka Technical Science Center
Building, 1-8-4 Nishi-ku, Osaka 550, JAPRAN (06—&&-5531)

23-25 January 1989. :
Drug Information Association's 5th Biennial Computer*Assisted Ghemistry Horkshop
San Francisco, Ch.

Contact: Drug Information Association, P. 0. Box 113, Maple Glen, PA 19002 or Dr.
“Babu" Venkataraghavan, (914-735-5000, x 3406)

9-14, April 1989.

197th ACS National Meeting.
Dallas, TX.




Contact: B. R. Hodson, 1155 16th St., NW, Washington, DC 20036.(202-872-U396) .
Program Chairman for Division of Computers in Chemistry: A. L. Smith, Deapartment
of Chemistry, Drexel University, Philadelphia, PA 19104 (215-895-1861).

14-19 April 1989,

Computer Modelling of Carbohydrates.

Dallas, TX.

Contact: Dr. Alfred D. French, Southern Regional Research Center, U. S. Department
of Agriculture, P. 0. Box 19687 New Orleans, LA 70179, (504-286-1250) .,

10-15 September 1989.

198th ACS National Meeting.

Miami, F1.

Contact: B. R. Hodson, 1155 16th St NW, Washington, DC 20036.(202-872-4396) .

October, 1989.

9th International Conference on Computers in Chemlcal Education and Research
(ICCCRE).

Contact: Mario Marselli, Computer Chemistry, Area Della Ricerca, 000616,
Monterotonde 5, 1-1000 Rome, ITALY.

Third Chemical Congress of North America

Toronto,  Canada ’ Jure 5-10, 1988
D. Edelson, M. Peterson, Program Chairman ’ a :

DIVISION of COMPUTERS IN CHEMISTRY

1. A STRUCTURE-ACTIVITY RELATIONSHIP STUDY OF ORGANOPHOSPHORUS COMPQUNDS. R. H.
Rohbangh and P. C. Jurs, and W. P, Ashman, E. G. Davis, J. H. lewis

2. SIMULATION OF CARBON-13 NUCLEAR MAGNETIC RESONANCE SPECTRA OF Z~-NORBORANANOLS.
Debra S. Egelf and Peter C. Jurs

3. MICROCOMPUTER IMPLEMENTATION OF 3-D FLUORESCENCE SPECTROSCOPY. Garon C. Smith
and_Edward J, Fennessy, Jr.

4. CHEMICAL COMPUTER GRAPHICS: HOW SEEING PROMOTES UNDERSTANDING. R. Potenzone,
Jr., and B. R. Gelin

5. POTENTIAL ENERGY SURFACE AND REACTION DYNAMICS ON MACINTOSH MICROCOMPUTER, H.
Douglas Kurtz and Kelley E. Watson

6. COMPUTERIZED INSTRUMENTATION FOR SOLUBILITY STUPIES., D. B. Tucker, E. M.
Standifer, R. J. Silva, and H. Nitsche

7. ENGINEERING SPREADSHEET MACRO PROGRAMMING, Bradley M. Cassollato.

8. THE USE OF CHEMTALK TO ACCESS CAS ONLINE , ORAC. , REACCS , SYNLIB , AND
"~ CHIRON . Robert E. Harmon, Maria Munmera, Glenn L. Heise
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1. COMPUTERS IN GHEMISTRY: A PERSONAL PERSPECTIVE William A. Lester, dJr.

2. HOW CHANGES IN. CDMPUTER TECHNULOGY ARE REVOLUTIONIZINC THE PRACTICE OF
CHEMISTRY IN 1988. George C. Levy

3. MODULAR LIBRARY FOR AB-INITID ATOMIC AND MOLECULAR -ELECTRONIC. STRUCTURE Carlos
F. Bunge.

1. SOURCES OF PROGRAMS FOR CHEMICAL R-ESEARCH_. Delos. F. Detar
5. COMPUTERS, CHEMISTRY AND SOCIETY: A CURIOUS TRIANGLE. Willian J. Joel

6. NEW EXPERIMENTS, NEN SOLUTIONS. Raymond E. Dessy

7. THE IMPACT OF CDMPUTERIZED DATA ACQUISITION AND CONTROL SYSTEMS ON INDUSTRIAL
CHEMICAL OPERATIONS: A HISTORICAL PERSPEGTIVE Gary R. Strickler Lo

8. HOW THE USE OF COMPUTERS HAS AFFECTED CHEMICAL EDUCATION: PAST PRESESNT AND
FUTURE. G. Scott Owen

9. CHEMICAL INFORMATION AND NEW TECHNOLOGY: PAST PRESENT AND FUTURE Eugené
Garfield

10. NEW ANALYTICAL REEAGENTS. Raymond E. Dessy

CHEMICAL INSTRUMENTATION BASED UPON THE FOURIER TRANSFORMATION. James A. de
Haseth [ —

12, CHEMICAL IMAGING USING ION MICROSCOPY AND DIGITAL IMAGE PROCESSING, Young—
Chien Lieng, Dan N. Bernardo and George H. Morrison

13. PREDICTION OF PHYSICOCHEMIGAL PROPERTIES OF QRCANIC COMPOUNDS BY COMPUTER -
ASSITED METHODS. P. C. Jurs, D. 8. Egolf, M. N. Hasan, R. H. Rohbaugh G. P.
Sutton

T4. SPECTROSCOPY AND MULTIVARIATE CALIBRATION ARE CREATING 'NEW ROLES FOR THE
ANALYTICAL CHEMIST. James B. Callis

15. AN EXPERT SYSTEM FOR METHODS DEVELUPMENT IN LIQUID CHROMATOGRAPHY _S. R.
Crouch .

16. THE USE OF IS REACTION DATA BASES AS LEARNING TOOLS IN ORGANIC GHEMISTRY
Robert E. Harmon

17. COMPUTER SOFTWARE FOR CHEMICAL EDUCATION: EVALUATION, DEVELOPMENT AND USE.:
Allan L. Smith

18. LABORATORY SIMULATIONS FOR. FRESHMAN CHEMISTRY. R.. J. -Balahura, N. J.- Bunce -and
U. M. Oehler

19. CHANGING THE FOCUS OF CHEMICAL EDUCATION WITH THE INTERACTIVE VIDEODISC.
Loretta L. Jones and Stanley G. Smith

20. THE ROLE OF EXPERT SYSTEMS IN CHEMICAL EDUCATION F.- A. Settle, Jr., L.'B..
Altman, D. M. McClintock, and Tracy Staller

21, AN ASSISTANT PROBLEM SOLVER FOR IR ANALYSIS. D. Cabrol J-P. Rabine, T. P.
Forest

22. KC EXPERT: A NATURAL LANGUAGE INTERFACE TO A CHEMICAL DATABASE G. Scott Owen
and Taylor Binkley




23. A COMPREHENSIVE COMPUTER—ADMINISTERED INTRODUCTORY CHEMISTRY COURSE. John S
Martin and Edward V. Blackburn

2. TWO YEARS OF PLATO AT THE U OF C — A CHRONICLE, SOME CONCOLUSIONS, FUTURE
PLANS., Anthony W. Kirk

25. COMPUTERS IN PHYSICAL CHEMISTRY. A. Pines

26. SOLUTIONS TO GHEMICAL PROBLEMS MADE POSSIBLE BY SUPERCOMPUTERS. C. W.
Bauschlicher, Jr., 5. R. Langhoff, H. Pattridge, D. W. Schwenke and P. R. Taylor

27. COMPUTER SIMULATIONS IN PHYSICAL CHMISTRY AND PHYSICAL BIOCHEMISTRY. J. Andrew
McCammon

28 THREE- DIMENSIONAL STRUCTURE PREDICTIONS OF BIOLOGICAL MACROMOLECULES A
) COMPARISON OF: METHODS. Bernard R -‘Brooks

I29 THE EVOLUTION oF COMPUTING IN INDUSTRIAL CHEMICAL RESEARCH OVER THE LAST.
TWENTY—FIVE YEARS. Thomas M. Dyott

30. RESEARCH COMPUTING-—A STRATEGIC APPROACH, Peter M. Smith

31. STRATEGIC APPLICATIONS OF INFORMATION TECHNOLOGIES IN PHARMACEUTICAL RESEARCH ©
. & DEVELOPMENT. Harcld H. Shlevin and H F Waite

32. IMPACT OF INFORMATION TECHNOLOGY ON PHARMACEUTICALS RESEARCH .Andrew J. Stugef”

3. FINITE ELEMENT SOLUTIONS TO CHEMICAL INDUSTRIAL PROBLEMS Mario Blanco, John
J. Brisbane, Midey Chang-Mateu

34, LOCAL AREA NETWORKING IN A RESEARCH ENVIRONMENT Lawrence J. Kaetzel Kimberly -
A. Hockey. o ‘ .

35. BETTER LIVING THROUGH CUMPUTERIZATIDN, Stephen R. Heller

36 SOFTHARE DEVELOPMENT-- A DECADE OF CHANCE Stuért Marson

: 37 IMPACT- OF THE MICROCOMPUTER ON CANADIAN UNIVERSITY CHEMICAL RESEARCH--PRESENT'
AND FUTURE: A SURVEY. R. B. Yeats.

38.. COMPUTERTZED CHEMICAL INFORMATION: CHANGING THE FAGE OF INDUSTRIAL RESEARCH,
_'Phllip D. Kutzenco s

39. FUTURE TRENDS IN CHEMICAL INFORMATION MANAGEMENT. Mpa N. Williams
40. COMPUTER TECHNOLOGY IN THE DAILY LIFE OF AN ORGANIC CHEMIST. Albert Padwa
11. DRUG DESIGN AND SYNTHESIS. K. Steliou, Y. Gareau, P, Salama, and G. Milot

42, PROTEIN FOLDING BY SIMUDATED ANNEALING. Edward M. Burgess

43. A GENERATOR OF PROPOSALS FOR SYNTHETIC REACTIONS. M. Berschn

4L, MOLECULAR ORBITAL MODELING OF FREE RADICAL REACTIUNS. J. J. Dannenberg



Gordon Research Conference on Computational Chemistry'

The second biennial Gordon Research Conference on Computat:onal Chemistry will be held the
week of July 4-8, 1988, at Plymouth State College, Plymouth, New Hampshire, USA.

The goal of the conference is to present a current perspectwe of research on chemistry by
computer-based methods. The program will include sessions on macromolecular simulations of
proteins and other biomolecules, molecular graphics, molecular mechanics of organic molecules,

distance geometry, semiempirical and ab initio quantum mechanics, and modeling of polymers
and inarganic compounds.

The following scientists have agreed to participate: N. L. Allinger (U. Georgia), Jeffrey M. Blaney
(Dupont), Werner Braun (ETH, Zurich), Axel T. Brunger (Yale U.), Jeremy K. Burdett (U. Chicago),
Michael J. S. Dewar (U. Texas), J. Scott Dixon (SKF), Nobuhiro Go (Kyoto U.), Stelian Grigeras
(Dow Corning), Thomas A. Halgren (Merck), Kendall N. Houk (UCLA}, William L. Jorgensen
(Purdue U.), I. D. Kuntz (U. Cal., San Francisco), Joseph W. Lauher (SUNY, Stony Brook), Tommy
Liliefors {U. Lund), Klaus Muller (Hoffmann-LaRoche, Basel), Yoshikazu Oka (Takeda, Osaka),
Robert S. Pearlman (U. Texas), John A. Pople {Carnegie Mellon U.), Michael J. E. Sternberg (U.
London), W. Clark -Still (Columbia U.), Terry Stouch (Navai Research Lab), Wilfred F. van
Gunsteren (U. Groningen), John J. Wendeloski (Dupont), Shoshana J. Wodak {Free U.,
Brussels), and Michael C. Zerner (U. Florida).

Two poster sessions will be held for approved contributed papers. Scientists who would like to
present a poster paper should prepare a one-page abstract, including title, the name of the
intended presenter, the names-of ail other ¢o-authors, and therr addresses. The abstracts must
be sent to Dr. Boyd by May 1, 1988.

Information about registration and housung' will appear in the first March issue of Sciencs. All
inquiries and applications should be sent to the Director, Gordon Research Center, Unrversaty of
Rhode Island, Kingston, RI 02881-0801, USA, or telephone (401) 783-4011.

Dr. Donald B. Boyd Professor Peter Kollman

Lilly Research Laboratories Department of Pharmaceutica!
Eli Lilly and Company . :Chemistry .

Indianapoiis, IN 46285 USA o Umversrty ot California

San Francisco, CA 94143 USA -

Co-chairmen, 1988 Gordon Research Conference-on Computational Chemistry
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*Tetrahedron Computer Methodolbgy’ﬁﬂ@ﬁmét

This is a new journal published by Pergamon Press under‘the'editOrship of H
Todd Hipke (U. of California Santa Cruz)

The journal will focus on new methods for handling chemieal'information,
representations, algorithms, and methods for solving chemical problems,
particularly related to organic chemistry.

Topics covered include: Chemical Information Science - Application of
Artificial Intelligence in Chemistry - Chemistry Simulation Methods -
Storage/Retrieval Systems - Synthesis Planning Structure Eluc1dation + Chemical

- Pattern Recognition Scientific Document Production.

The electronic version of the journal will contain the full text as published
in hard copy, but will also provide supplementary information, including: atomic
coordinates of molecules : tables of parameters - actual executable program code -
source code, in a form directly useful to the subscriber.

+ AVAILABLE IN HARD COPY & ELECTRONIC VERSION
- RAPID PUBLICATION
» ELCTRONIGC SUBMISSION
- GUARANTEED PUBLICATION OF ACCEPTABLE MANUSCRIPTS WITHIN 90 DAYS
+ TYPESET QUALITY
+ CONTRIBUTIONS TO INCLUDE:
Full papers, communications, reviews, programs and important news of developments
in the field
« OF PRIME INTEREST TO: o
Chemical information seientists, development teams in the -chemical software
industry and organic chemists who are developing new programs or applications.
Pergamen Office in Tokyo:
5th Floor, Matsuokao Central Bldg.,

1-7-1, Nishi shinjuku, Shinjuku-ku,
Tokyo 160



QUANTITATIVE STRUCTURE-ACTIVITY RELATIONSHIPS

19878 HEEEIES RFFEH. FEE. =
A Pharmacophore Hypothesis for Antldepressant Activity, P. R. Andrews, D. ]. Cralk
and §. L. Humro, p.97

Conformational Analysis of Flexible Antidepressant Drugs, S. L. Munro, 0. I. Cralk
and P, R, Andrews, p.104

An Extended QSAR Analysis of Some 4-Aminodiphenylsulfone Antibacterial Agents
Using Molecular Medeling and LFE-Relationships, A. J. Hopfiinger, R. L. Lopez
de Compadre, M. G. Koehler, S. Emery and J. K. Seydel, p.111

A Substituent Steric Effect Index Based on the Molecular Graph, L. B. Kler, p. 17

1987 WEBELS REHME. FE. H : _

A Quantum Chemical Study of Inseect Juvenile Hormone Mimics: The Active
Conformation and the Electrostatic Simillarities, A. Nakayama and W. G. Richards,
p.153 '

Multivariate Charcterization of Amino Acids by Reversed Phase High Pressure Liquid
Chromatography, 8. Skagerber, H. Sjostrom, and S. Wold, p.158

Multiple Regression Analysis of Animalarial Activities of Sulfones and Sulfon-—
amides in Cell-Free Systems and Principal Component Analysis to Compare with
Antibacterial Activities, H. Wiese, J. K. Seydel, H. Pieper, G. Kruger, K. R. Yol
L and /. Keck, p.,16L

Description of Heterocyclic Substituents: A Free-Wilson Type Approach Using D-
Optimal Designs, C. Cativiela, J. I. Garcia, J. flguero, D. Hathleu and R. Phan Tanl
uu, p.173 '

Systematic QSAR Procedures with Quantum Chemical Descriptors, 0. Kikuchi, p.179

1988 BTEHIBE RETEH. FE. H

Molecular Modelling of the Active Site of Enkephalin-Degrading Neutral
Endopeptildase-24, 11 (Enkephalinase) An Active Site Model for Neutral
Endopeptidase-24.11, P. R. Andrews, M. N. [sakander, J. [ssa and J. A Reiss, p.1

Quantum Chemical Studies of H.-Antagonist-Receplor Complexes. Clmetldine and
Related Compounds, @. M. Donne-0p den Kelder, E. E. J. Haaksma and §. Timmerman,
p.7 ‘ : : .

Quantitative Structure-Activity Relationships in a Set of Local Anesthetic Agents,
H. Recanatint, P. Valenti and P. Da Re, p.12

Crossvalidation, Bootstrapping, and Partial Least Squares Compared with Multiple
Regression in Conventional QSAR Studies, k. D. Cramer [II, J. D. Bunce, D. E.
Patterson and I. E. Frank, p.18 -

Electronic and Hydrophobic Constants of Azoxy Croups Containing Electron
Withdrawing Functions, R. Calvino, R. Fruitero, A. Garrome and A. Gasso, p.26



JOURNAL OF MATHEMATICAL CHEMISTRY

1988 ¥ 2EW1S5 (2A) H T HEHB. £¥EHF. H
Theory and computational application of Fibonacci_graphs,_s. El-Basil, p.1

Computer-assited structure generation from a gross formula: II. Multiple bond
unsaturated and cyclic compounds. Employment of fragements, I. P. Bangov and K. D.
Kaneyv, p.31 .

The shift operator matrix method applied to the two-dimensional nearest and next
nearest neighbor problem, R. B. McQuistan and J. L. Hock, p.Ug

Tree pruning and lattice statistics on Bethe lattice, (% Batasubrd#aﬁian, p-69
& note on some coefficients of the Chebyshev polynomial form of the characteristie

polynomial, E. C. Kirby p.83

COMPUTERS & CHEMISTRY

1988%F HZ&EH2S mXEH. 8. H

Modular libraries and literate programming in software for b initic atomic and
molecular electronic structure calculations, Carles f. Bunge and Gerardo Cisneros,
p.85

New algorithm and FORTRAN module to carry out the four-index fransformation of
atomic and molecular physics wholly in central memory, Carlos F. Bunge, Annik V
tverBunge, Gerardo Cisneros and Jean-Piere Daudey, p.9l

VUITD: a portable and efficient FORTRAN implementation of the UIT algorithm:using
virtual memory and an external storage device, Carlos F. Bunge, Annik Viver Bunge,
Gerardo Cisneros and Jean-Pigre Daudey, p.109

E4ITD: a general FORTRAN implementation of the UIT algorithm, Gerardo (isneve,
Carlos F. Bunge, Annik Viper Bunge, and ngn—Pigre Daudey, p. 1&1

L'utilisation du language Prolog pour la decomposition des grands procedes
climiques, D. Cabrel, I. P. Caire et P. 0zil, p.165

Frank-Condon analysis on the IBM PC/AT, V. M. Miskowski, M. Albin, M. D} Hopkins,
D. E. Brinza and-H. -B. Grey, p.1T1 ' '

Positive com9031t10nal algorithms in chemical reaction systems, David J. #. Park ]
.. p.17%

A microcomputer program for second-order simulation EPR spectra, Heikki Joela,
p.189
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S.Fujita (Jpn): The Description of Organic Reactions Based on Imaginary Transi-
tion Structures-A Novel Approach to the Computer- Orlented Taxonomy of Organic
Reactions
ﬁ#ﬂﬁbLﬁﬁﬁﬁﬁﬂmmx%ﬁﬁtﬁﬁmwﬁL BaeHRE. :
S.Sasaki (jpn): Application of the Automated Structure Elucudat:on System (CHEMI
CS) to the Chemistry of Natural Products
CMM%VRTL@ﬁﬁt%@f*WKAWN®EHkODT% Lz,

[RAY—H&] '
H.Miyakado etal.(Jpn): Chem1stry and Insecticidal Action of a New Polyhalogena-
ted Monoterpencid, Telfairine from a Red Alga, Plocamium Telfairiae
. ACACSY A7 b W THETESD T O &L MBI,
¥.Uchino etal.(Jpn): A New Ichthyotoxic Cembranokide from the Soft Coral
FHEERTAERBRAS TORELR I T HEETRIF.
T.Chuman etal.(Jpn): Shape Analysis of Serricernin, the Sex Pheromone Produced
by Female Cigarette Beetie (Lasioderma Serricorne F.)
B U < RBRRDFOBEL G F L% TR,
Y.Fukazawa etal.(Jpn): Evaluation of Stereoselectivity by ab initio~MM2 Method-
Stereochemistry of Meli Addition to Cyclohexanone Having. Flexible Long Chain
ab initiciEXMMER HAEHLE TRIEO A BIREE T,
Y.Kato (Jpn): Superposition of Teleocidins and Phorbol Esters by a New Computa-
tional Method :
_.(5{71:'5"5‘74‘J9%X&Fﬁk‘f2ﬁ?®ﬁxﬁ®ﬁﬁl§§ﬂﬁo :
S.Tsuzuki etal.(Jpn): Refinement of Molecular Mechanics Parameters.XV.Ester and
Ether Groups :
ab initioft BERZHOWTHMNZ’ON S X — ¥ % Zi 1. .
T.Uchimaru etal.{Jpn): A Novel Computer-aided Design System for Organic Synthe-
sis (CASINDO).Vi.Generation of Chemical Reaction Sequences

BAIRE Y AT LCASINOR B¢ 5 RITEHBERA k.
M0 otk (L
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MEETINGS3 .

‘3-8 July 1988,

Computational Chemistry Gordon Research Conference.

‘Plymouth, NH ' s

Contact: Dr. Donald B. Boyd, Lilly Research Laboratories, Eli Lilly and Company,
Indianapolis, IN 46285. (317-276-4232).

13-15 July 1988.

Methods of Molecular Mechanics and Dynamlcs of Biopolymers
Pittsburgh, PA. o

Contact: Biomedical Coordinator, Pittsburgh Supercomputing Center, HHOO Fifth'
Avenue, Pittsbirgh PA 15213 (H12—268—5206)

8-12 August 1988.

Biomedical Workshop on Supercomputing Technigues.

Pittsburgh, PA.

Contact: Cherolyn Brooks, User Services, Plttsburgh Supercomputing Center, ﬂﬂOO
Fifth Avenue, Pittsburgh, PA 15213, (ﬂ12 -268-5206 £1nside PA ] or 800-221-1641 (
outside PA] ).

10-12 August 1988.
Molecular Graphics Society Annual Conference.
The Molecular Graphics Society will hold its Annual Conference in San Francisco,
California, USA, on 10-12 August 1988. This seventh annual meeting will be the
first to be held in the United States. ' '
Schedule of Events: )
Technical Sessions Wednesday-Friday, 10-12 August 1988, 9 A.M.-5 P.M.
Vendor Exhibition Wednesday, 10 August 1988, 3 P.M.-7 P.M.
’ Thursday, 11 August 1988, 10 A.M.-6 P.M.
Conference Reception Thursday, 11 August 1988, 7 P.M.-10 P.M.
Contact: Graphics Conference Conference Office, P. 0. Box 385, 16951, Pacific
Goast Highway, Sunset Beach, CA 90742, USA (213-592-1382)

21-26 August 1988.

9th IUPAC Conference on Physical Organic Chemlstry

Regensburg, FRG.

Contact: Dr. J. Wendensburg, ICPOC 88 Secretariat, Gesellschaft Deutscher
Chemiker, Abt. Tagungen, Varrentrapp-Strasse 40-42, P. 0. Box 90 04 40, D-6000,
Frankfurt/ Main 90, FRG.

22-26 August 1988.
6th International Congress on Quantum Chemistry.
Jerusalem, Israel.

Contact: Prof. Joshua Jortner, School of Chemlstry, Tel Aviv University, 69978 Tel
Aviv University, 69978 Tel Aviv, Israel.

4-17 September 1988.

Computer Simulation of Fluids, Polymers and Sollds

Bath, ENGLAND.

Contact: C. R. A. Catlow, Dept. of Chemistry, University of Keele, ST5 5BG,
ENGLAND.

12-14 September 1988,
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Advances in Protein Design.

Braunschweig, WEST GERMANY.

Contact: Dr. D. Schomburg, GBF, Mascheroder Weg 1, D-3300 Braunschweig, WEST
GERMANY ., ' R

13-15 September 1988.

International Conference on Computers in Clinical Medicine-Medical Informatics
88.Nottingham, ENGLAND.

Contact: Conference Division, British Medical Informatics Society, 87 Gower St.
London, WC1E 6AA, ENGLAND.

25-30 September 1988.

196th ACS National Meeting.

Los Angels, CA.

Contact: B. R. Hodson, 1155 16th St., NW, Washington, DC 20036.(202-872-4396)
.Program Chairman for Division of Computers in Chemistry: D. Edel-son, Dept. of
Chemical Engineering FAMU/FSU College of Engineering, P. 0 Box 2178,

Tallahassee, FL 32316—2175 (90&—6&& 5062/6262)

25-30 September 1988.

Computer-Based ‘Methods of Molecular Similarity.

Los Angels, CA.

Contact: Gerry Maggiora or Mark Johnson, Computational Chemistry, 7247-267-1, The
Upjohn Company, Kalamazoo, MI 490071 (616-358-7830 or 384-9350).

26-29 September 1988.

11th International CODATA Conference.

Karlsruhe, FEDERAL REPUBLIC OF GERMANY.

Contact: DECHEMA, Attn. CODATA Conference, P. 0. Box 97 01 46, D- 6000 Frankfurt/M
97, FEDERAL REFUBLIC OF GERMANY.

5-6 October 1988,
5th European Seminar and Exhibition on Computer—Alded Molecular Design.
Nice, -FRANCE. :
SPEAKERS TO INCLUDE: ) :
Dr. J. Baum, Univ. of London, UK
Dr. A. Bloomer, MRC Laboratory of Molecular Biology, UK
Dr. T. Clark Friedrich-Alexander- Univer51tat Erlangen-
Niirnberg, W. Germany
Dr. R. Dwek, Univ. of Oxford, UK
Dr. J. -E. Dubois, Institut de Topologie et de Dynamique des
Systemes, Universiié de Paris, France
Br. F. Gago, Univ. of Alcala de Henares, Spain
Dr. M. Hibert, Merrell Dow Research Institute, France
Prof. B. Honig, Columbia Univ., USA
Dr. P. Madden, Univ. of Oxford, UK
" Dr. J. 0. Morley, ICI PLe, UK
Dr. E. Westhof, Institute de Biologie Moleculaire et
Cellularie, CNRS, France
Contact: Penny Robinson, IBC Technical Services LTd., Bath House, 56 Holborn
Viaduct, London EC1A 2EX, ENGLAND (01-236-00B80; TELEX: 888870).

10-14 OCTOBER 1988.

Computational Methods in Chemical Design.

Elmau, FEDERAL REPUBLIC OF GERMANY.

Contact: Prof. Dr. Carl Kriger, Max-Planck-Institut fiir Kohlenforschung, Kaiser-
Wilhelm-Platz 1, D-U330 Miilheim a.d.Rubr, FEDERAL REPUBLIC OF GERMANY.

2627 October 1988.
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Scientific Computing & Automation Conference and Exposition.

Philadelphia, PA.

Contact: The Program Committee, Scientific:Computing & Automatlon, Box 1952
Dover, NJ 07801-0952 (201-361-9060; Telex: 710-986-T7492).

1-4 November 1988.

IV Informatic Argentine Meeting on Chemical Sciences.

La Plata, ARGENTINA. .

Contact: Dr. Eduardo A. Castro, INIFTA, Sucursal R-—C C 16, La Plata 1900,
ARGENTINA. :

14-18 November 1988.

International Physico-Chemical Conference.® 4 HEMHERILERE LM

Kyoto, JAPAN.

MBS 550 AW KR AKEr1-8-1 kﬁﬁ?ﬁfﬁt ¥y - E#R{EZIES IKC0C-4E
(06-441-5531) ‘

23-25 January 1989. o ‘

Drug Information Assoclation's 5th Biennial Computer- Assisted Chemlstry
Workshop.San Francisco, CA.

Contact: Drug Information Association, P. 0. Box 113, Maple Glen, PA 19002 or Dr
“Babu" Venkataraghavan, (914-735-5000, x3ﬂ06)

9-14 April 1989,

197th ACS National Meeting.

Dallas, TX. : . :
Contact: B. R. Hodson, 1155 16th St., NW, Washington,:DC 20036.{202-872-14396)
.Program Chairman for Division of Computers.in Chemistry: A. L.. Smith, Dept. of
Chemistry, Drexel University, Philadelphia, PA 19104 (215-895-1861). - :

14-19 April 1989.

Computer Modellng of Carbohydrates

- Dallas, TX. '
Contact: Dr. Alfred D. French. Southern Reglonal Research Center, y. S Department
of Agriculture, P. 0. Box 19687, New Orleans, LA 70179 (50&—286—&250)

1-11 June 1989. e

Three Dimensional Molecular Structure ang Drug Action.

Erice, Trapani, ITALY. )

Contact: Prof. L. Riva di Sanseverino,. Instituo de Mlneralogla, Piazza Porta San
Donato 1, 40127 Bologna, ITALY

10-15, September 1989.

198th ACS National Meeting

Miami, FL. . o :

Contact: B. R. Hodson, 1155 16th St , NW, Washington, DC 20036.(202-872-14396).




INTERNATIONAL CONFERENCE ON
MATHEMATICAL CHEMISTRY

March 5-9, 1989 In Galveston, Texas
This is the third conference in a sequence, the first two of wluch were held in 1983 and
1987 at the University of Georgia and entitled
Chentical Applications of Graph Theory and 7"bpnlugy.

For the present conference, various mathematical clremical applications are solicited.
Reports on novel computational techiigues are welcoine,

Invited plenary speakers s Additional Speakers

A.T. Balaban* (Bucharest) F. iidmry {Las Cruces, New Mex. }
M. Eigen* (Gottingen) . . W. C. Herndon* (El Paso, 'Iexas)
M.E. Fisher (Maryland) Y. Jiang* (Changchun, Chum)

R.L. Grabam* (AT&T, New Jer-
sey)

H. Hosoya* (Tokyo)

D.E. Kouth (Stanford)

N.H. March* {Oxford) _

). Paldus* (Waterloo, Ontario)
R.G. Paur* (Chapel Hill, N.

R.B. King* (Georgia)

M. Levy* (New Ulle;l.llS)

LA Matsen® {Austin, Texas)

M. Randic* (1Des Moines, lowa)
D.H. Rouvray* (Georgia)

J. Simon* (lowa City) =

Q. Sinanoglu * (Yale)

Carolina) D. Summners® (T'allahasee, Florida)
L. Pauling* (Stanford) N. Trinajstic* (Zagreb)
E. Ruch* (Vienna) F. T. Wall *(Sann Diego)

M.C. Zemer* (Gainesville, Florida)
* (at least tentatively) accepted
.S'ho.r‘t paﬁcrs or _nos.(crs are being accepicd forthe 'cm.tj.'ércncé.
Location : the historic Galvez Hotel on the beach-front of Galveston islﬁu[

Accommodations at a conference rate of $53/might either single or double .

Conference fee : $125 (US); Checks payable to M'rtllenmncal C‘helmstry Confercnu,,
Texas A&M University at Galveston ‘ :
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Kth International Conference on Computers
in Chemical Research- and Education
May 28 -June 2, 1989 ' Riva del Garda, Italy

SCIENTIFIC PROGRAMME : _
The conference will be devoted to the following main topics:
Classical Chemometrics

Expert Systems in Chemometrics

Synthesis Design, Reaction Prediction

Structure Elucidation

. Computer Graphics

Intelligent Instrumentation and Automated Laboratory Equipment
Molecular Modelling

— Physico—chemical Parameters

— Molecular Mechanics

—Moleucular Dynamics

8. Supercomputers in Chemistry

9. Persopal Computers, Workstations

10,Drug Design and QSAR

11.Data Aquisition, Data Banks

12.Computers in Protein Design

13.Computer Chemistry in Industry

NewEwN =

LECTURES AND POSTERS

World-known scientists will be invited to present lectures about the state-
of-the-art in the main areas of Computer Chemistry. A number of key-note lestures
and oral poster presentations will cover the whole spectrum of toples. A parallel
poster session, on display during the whole conference period will enrich the
global scientific content of the meeting.

WHAT is NEW

A special session will be dedicated to Computer Chemistry applications on
real problems encountered in industry, a reality that cannot bypassed. This
special session includes lectures from organizations that are sponsors of the
IXth ICCRE. Space will be also dedicated to computer-assisted proteln design and
super-computers in chemistry

EXHIBITION
Hardware and software manufactures wishing to present their products will get
this opportunity at the Exhibition Section inside the conference building.

LOCATION

The IXth ICCRE will be held in Riva del Garda, a nice lake-shore town at the
north end of the Lake Garda, one of the most beautiful natural scenaries of the
world. A short drive from magnificent Verona and Venice.

RE-REGISTRATION
For further information, in particular for’ receiving the second circular,
contact the ICCRE office at:
Prof. Dr. Mario Marsili
IXth ICCCRE
Fiazza Gondar, 14
00199 Roma, Italy
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BEIJLSTEIN WORKSHOP
The Estimation of Physical Data for
Organic Compounds

L idBeilstein Institute OXRTTOL B VMBI AL,
A W EEf63E 5 A16H ~20H
i/ & Schloss, Korb, Bolzano, Italy

— FeFya —.

Chemical Information-Promotion of Innovation in Science and Technology J. M.
Czermak .
~ The Importance of Data Estimation for the Beilstein Information System. C. Jochum
Data about the Data. L. Domckos

Questions and Issues about the Process of Estimating Propertles of Chemicals, S.
R. Heller .

Numeric Features of the Beilstein Data Base on STN, A. Barth

The Thermodynamics Research Center Database on Origlnal Measurements and Evaluated
Data, K. N. Marsh ‘

Estimation of Biological Properties of Organic Molecules G W. A. Mllne
Physico-Chemical Property Data Bank for Science and Technology. P Chuchavalec

Molecular Orbital and Froce-Field Calculations for Structure and Energy
Predictions. T. Clark. .

Estimation of Thermodynamic Properties of Organic Compounds in the Gas, Liquid and
Solid Phases at 298.15 K. E."S. Domalski.

Empirical Methods for the Calculation of Phy31cochemical Data of Organic
Compounds. J. Qasteiger.

Statistical Thermodynamics: Current Perspectlves and L1m1tations of Fluid Property
Estimation. K. Lucas, -

One and Multidimensional Numerical Interpolation Methods P. Jopchum.

A Fuzzy Approach to Predicting Chemical Data from Incomplete, Uncertain and Verbal
Compound Features. M. Otto.

Ranking and Clustering of Chemical Structure Databeses. P; Willett.

Prediction of Phys1cochemical Properties of Organic Compounds from Molecular
Structure. P. C. Jurs,

Current Problems in Quantitative Structure-Activity Relationships. H. Kubinyi.
Computation of Volumes and Surface Areas of Organic Compounds. M. Marsili.
A Total System for Molecular Design; 3.-1. Sasaki.

Physico—cnemical Data Estimation for Environmental Chemicals. R. Briiggewann.



Application of Molecular Topology for the Estimation of Physical Data for
Environmental Chemicals. A. Sabljic

Industrial Use of Group Contribution Methods for Prediction of Phy51cal Properles.
P. M. Mathias.

Experience with the Development of a Group Contribution Equation of State for the
Evaluation of Physical Properties Process Engineering Purposes. H. Landeck.

Application of Group Contribution Methods for the Estimation of Pure Component and
Mixture Properties J. Gmehling.

Computer Analysis of Thermochemical Data of Organic Compounds. J. B. Pedley,

Prediction of Physicochemical Properties Using a Semiempirical Group Contribution
Approach. H. Rytting

Estimation of Aqueous Solubility. S. Yalkowsky.

Recommended gE-Model Parameters by Simultaneous Fitting of Different Excess
Properties. J. Rarey.

Agueous Soluhility'Dateoase'of Non;electrolytes. R. Dannenfelser.

Correlation and Extrapolation in Chemical Engineering of Vapour Pressure Data
Using Thermal Data. F. Mascarello.

Establishing Consistent Thermodynamic Data on Vaporization Equilibrla for Organic'
Compounds. V. Majer.

A Project of Critical Compilation of Heat Capacities of Liquids. V. Ruzicka.

Characterization-of the Atomization Behaviour in Electrothermal Atomie-Absorption
Spectrometry by Physical Data. W. Wegsohelder.
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JOURNAL OF CHEMICAL EDU CATION

JANUARY 1988 Vol. 65, No.1

Computer Series, 89: Bits and Pieces, 36 edited by John W. Moore
The Microcomputer as a Teaching Tool for Molecular Orbital Theory, Susan H. Celwell
and Nicholas C. Handy, p.21

Orbital Plots of the Hydrogen Atom, Hichael Liebl, p.23
Visvalizing Boltzmann—-Like Distributions, Fred K. Hornack, p.Zh

Establishing a Computerized Database for Laboratory Chemicals, Anlhuny L. Feliu,
p.25

SPEC20: A Highly Interactive Simulation of a Manual Spectrophotometer Ralph ¥. Gable,
p.26

HARCH 1988 Vol. 65, No.3

Computer Series, 90:

Statistical Analysis of Alternative Models, Estel D. Spavague and C. E. Larrabee,
Jr., p.238

APRIL 1988 Vo0l.65, No.i _ DU

Computer Series, 91: Bits and Pieces, 37 edited by John W. Moore
Computer Assisted Scheduling of Teaching Assistants, James P. Birk, p.3ﬂ1-

Microcomputer-Generated Interactive Repeatable General Chemlstry Examinations,
Bernhard Binder and Timothy M. Maffet, p.342

Computerized Checking Data in Undergraduate Laboratories, D, A. Aikens, R. A. Bailey,
and R. L. Strong, p.343

A Student-Generated Database for the Physical Chemistry Laboratory, J. A. Weood,
p-343

A Microcomputer-Based Temperature Probe, Chig-yu Li and Qun-meng Zhuang, p.344
Microcomputer-Controlled Automated Sampler, Shahrokh Chaffari, p.34l

A Simple Electronic Interface for Wireless Chemical Data Communicaticns, Lee¢ Hin-
Fat, Hin-Cheung Lee, Kuen Cheong Au-Yeung, and Hon-Tsang Chan, p.344

The Group-of-Tree Phenomenon: Does It Work With Computers?, Geoff Rayner-Chanhanm,
p.345




COMPUTERS & CHEMISTRY

19885 BI12BE 3B RXER. ETE.H -
Voronoi polyhedra as structure probes in large molecular systems-—VII Channe 1
identification, Carl W. Da01d p.207

Automatic analytical differentlatlon for nonlinear least-squares calculations, {wao
-Fujita, p.209 -

Development of a low-cost interface for coupling a microcomputer with a
fluorescence spectrophotometer. ‘Computer-assisted fluorimetry, A. Hunoz de la Pena
» . A Murille, J. M. Vega and F. Baringe, p.213

The computation of “the distance matrix ‘and the Wiener index for graphs of
arbitrary complexity with weighted vertices and edges, Peter Senn, p.219

Variational calculations orn a éorrelated helium wave function using MAPLE, Carl F.
Dawid, p.229

An improved SCF iteration scheme, P. Badziag, and F. Solms, p.233

Intramolecular voids and 1ntermolecular channels, E. Kigderson and A. Y Heyer,
p.237

Electronic Publishing and chemical text processing—I. A survey of software for
two~dimensional‘chemicalVstructure editing,_A; C.-Norris and A. L. Ockley, p.245

Electronic publishing and chemieal text processing--II. Character and vector
representations of chemical structures, A. C. Norvis and A L. CGakley, p.253

A curve—fitting program set for handling of differential pulse polarograms, J. M.
Rodriguez Mellado, M, Blazquez and M Dominguez' p 257

CONTAB——a program for connection table generation from linear lnput T. Forster, B.
Atzberger and c. ¥, v d. Lteth r. 267

- JOURNAL OF MOLE CULA R GRA P HICS

1988% HEo4Z®15 (3A8) » X EH. EE. H
The MIDAS database system, T. £. Ferrzn C. (. Huang. L. E. “Jerevis, and R, Langridge,

p.2

The MIDAS display system, T. E Ferrtn C. €. Huang. L. E. larvis, and R. langridge,
p.13 ' ' '

Molecular recognition: blind-searching for regions of strong structural match on
the surface of. two dis51m1lar molecules, P. #. Dedn P. Callow, and P.-L. Chau;
p.28 ‘ . o

RMS: Programs for generatng raster molecular surfaces, D. S Goodsell p n

Shape group studies of molecular similarity: relative shapes of Van der Waals and
electrostatic potential surfaces of nicotinic agonists, 6. A Artece, V. B. Jammal
P..G.-Mezey, ], :S. Yadav, M. A. Hermsmeier, and T. Gund, p.U5 :
Dlsplaylng functions of three variables, J. Butland, and A R. leach, p.5U

19884 %6%?2? ﬁﬁ) mXEHBH. TEFE. H
Looking at mactromolecules: hints from the artificial intelligence of vision, C.




Trindle, p.67

Conformational analysis using a truth maintenance system, T. Koschmann, J. P. Snyder,
P. Joknson, T. Grace and H. W. Evens, p Th

Predicting metabolic pathways by logic programming, F. Darvas, p.80

Multidimensional expolorations into chemical reactivity: the reactivity space, . J.
Gasteiger P. Rose and R. Saller, p 87

Electrostatic potentials for surfaces of inorganic and molecular crystals, ] D
Fool and E. A Colbourn, p.93

-Deseription of molecular surface shape using Fourier descriptors, 3. E. Leicester,
J. L. Finney and R. P. Bywater, p.104

Calculating CPK images on a UNTX workstation, L. . Pearl, p.109 |

MOL3D, a modular and interactive program for molecular modeling and conformational
analysis: I- basic modules, D. Petiou and B, Maigret, p.112

OURNAL OF COMPUTER-AIDED MOLECULAR DESIGN

19878 HW1EBHIS (W0A) . H X EH . EFH. R

Towards an ldentification of the pyrethroid pharmacophore. A molecular modelling
study of some pyrethroid esters, Jette k. Byberg, Flemming §. Jorgensen and Per D
. Klemmense, p.181 : ‘ '

A method for fast energy estimation and_visualization of protein-ligand
interaction, Nebue Tomioka, Akiko [tai, and Yoichi litaka, p. ]97 .

Epergy minimization and molecular dynamics studies of Asn-102 elastase. Bodgan Lesyﬂg
and Edgar F. MWeyer Jr., p.211 : ‘

Molecular dynamics simulation of cyclosporin A: The crystal structure and dynamic
modelling of a structure in apolar solution based on NMR data, J. Lautz, H. Kessler,
R. Kaptein and W. F. wan Gunsteren, p 219 '

‘Destigning novel nicotinic agonists by searching a database of -molecular: shapes,:
. Rabert P. Sheridan and R. Venkataraghavan, p.243 .

JOURNAL OF MATHE NIA.T ICAL CHEMISTRY

1988 SE2EFE2T (4A) " RXEBHR. EE.

The new plcterial structural covariance method for qualitative quantum chemistry.
II: Arenes with or without polyene side chains and polyene bridges, 0. Sinanoglu,
p.117

The new pictorial structural covariance method for qualitative quantum chemistry
. Fused polycyclics and their 1ons, 0. Sananoglu p.137

Linear notation for benzenoid aromatic hydrocarbons Molecular s1milarity based on
notation similarity, W. C. Herndon and A. J. Bruce, p.155

The role of the reference state in nonlinear kinetic models Network
thermodynamics leads to a linear and reciprocal coordinate system far from
equilibrium, D. €. Mikulecky and F. Sauer, p.171




Journal of Computational Chemistry

Volume 9 N umber 2 March 1988

Ab-Initio Vibrational Transition Dipolé Moments and Intensities of
Formaidehyde. .
H.C. Hsieh and W.C. Ermler , P- 95

The Dynamic “Level Shift” Method for Immproving the Convergence of the
SCF Procedure
A V. Mitin , p.107

A Molecular Mechanics Study of Neutral Molecule Complexanon w-xth Crowrr
Ethers
J. R. Damewood, Jr., W. P. Anderson and J. J. Urban,, p-111

Intermediate Water Structures in Solution of N*-Acetyl-N-
" methylphenyialaninamide
S. Kim, C. N. Yoon, andM S Jhan‘, p.125

A Molecuiar Mechamcs-Nm Pseudoenergy Approach to the Solutmn
Cenformation of Glycolipids
J. N. Scarsdale, P. Ram, J. H. Prestegord,and B. K. Yu , p.133

Integral Data Compression for FPS 64-Bit. Processom' Improved 1/0 a.nd
Reduced Storage
G.J. B. Hurst and M. Dupuis » P-148

Parallel Computation of the Moller—Plesset Second Order Contnbutmn to the
Electronic Correlation Energy
J.D. Watts and M. Dupuis , p.158

The Rigorous Computation of the Molecular Electnc Potennal
R.J. Zauhar and R. 8. Morgan, p.l71

Volume g \Iumber 3 Apnl/"\*lay 1988

Effect of the ::ubstn:uenr.s on the Comormanonal Beha'nor of Fwe-\/Iembered
Rings: Application to the Cis- and Trans-2,5- Dtmeshometra.hydrofuran
Ernesto Diez, Jestis Palma, Jests San-Fabidn, Joaquim Gu.zllem.e, Angel L.
Esteban, and Maria P. Galacke , p.189

On Velocity Sca.lmg in Molecular Dynamics S_lmu.lati'dns o
Kersti Hermansson, George C. Lie, and Enrica'Clement'i ¢ P.200

Computer Generation of Characteristic Pnlynomlals of Edge- Wexghted
Graphs, Heterographs, and Directed Graphs
K. Baiasubramanian , 204

A Theocretical Study of the Rotational Isomers of \h:rosome:ha.nol by
Semiempirical (AMZ) and Ab initio \/Iechods
Derek Higgins and Colin Thompson ,* p.212

Application of Finite-Element Method to the Two-Dimensional Schrodmger
Eguation
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Use of Augmented Lagrangians in the Calcufation ol Molecular Conformations by
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Canonical Numbering and Coding of Reaction Center Graphs and Reduced Reaction Center
Graphs Abstracted [rom Imaginary Transtition Structures,. A Novel: Approach Lo“the -
Linear Coding o{ Reaclion Types,,Shinsqkﬂ-Fujita, p. 137 : S

Ring 10 Numbers, Milan Randic, p. 142

: Chcmical'Reactinn-Séarching'Comparcd in REACCS, SYNLIB, and ORAC, ). HEJBo?keﬂt. F.
Qukes, and 1. Il. Neoordik, p. 148 : ‘ R )

ACS Commiltce on Komenclalure: Annual Reher:furJIQET._‘Hurt {. Loening, p. 150

REACCS in Lhe Chemical Development ﬁnvironmcﬁl, I, Jehn E. Mills, Cynthia A Harvanoff,
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COMPUTER SOFTWARE REVIEWS
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Reviewed by Yecheskel Wolman, p, 164
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Sadek and Sharon Hunvo, p, 81
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rs, p. 91

An investigalion inlo the conslruction ol molecular models by the template joining
methed, Andrew K. Leach, Keilh Prout and Daniel P. Dotala, p. 107

A modilication Lo Lhe CODSHIC paramclerisalion esing abh initio coanstrained potential
functions, KReymend J. Abraham and lan 5. lHawerlh, p. 125




Computer simulalions in zeolile chemistry, . $. -Ramdas, p. |37

lerspective in WSAK: Computer chemistry-and .patiern. récegnition, R, M. fiyde and D. 1,
Livingstone, p, |45
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of double helical DNA: Computer graphic visualization of Monte Carlo chain
simulalions, A. R. Srinpasan and W. K. Olson, p. 12§
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Horris, p 135

Context-free spheres: A new melhod -for rapid CPK image gencration, 7. €. Palmer and
F. f. Hausheer, p, 149

MANOSK: A graphic program Tor analyzing and modeling molecular structure and
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Morton, p, 155 ' '
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p. 161

A model fTor the graphicat display ol pscudorotation in small rings, A. P. Tonge, .D.
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compuler graphics techniques, €. Thomson, D. Higgins, and (. tdge, p. 171
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Dolormanatlon of Lhe f;rsl erder consccut|ve reactlon ralu conslants rrom linal
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A Conputer- hascd tvmpcralurc mcaeurement syqlcm F. T..Chau and K. D. Chan, p. 301
The calculation of equilibrium concentralions, RSTIME: a compuler program feor ©
comparing excculion times on differenl machines, Concelta De Stefano, Pielyo Princi,

Carmelo Rigane and and Silpio Sammartanoe, p,305

Microcompuler-assisted Lemperature prngrammed dcsorptlon studjes W 8. Tan, P. Chiaeret
and K. £. Jones, p. 317

A generalization Jor mixtures of-a last algorilhm to calculate:some intermolecular
orienlalional averages, S. lLago and C. Vega, p. 343



Performance of the HQRI1]1 diagonalization routine, Tom KNicel, p. 357

The Visual Display of Quantitative informalion, by Edward R, Tufte, Delos F;.Derar,
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Meelings

23 25 January 1984,

Nrug Informalion Associalion’s 5th Blonntal Computer -Assisted Chemlstry Horkshop
San Francisco, CA,

Contact: Drug Tnformalion Aqan|at|on MU Box 113, Maplé Glen PAHIQBBZ or‘ﬂrj~f
"Babu? Venkalaraghavan O14-T35- 5000 x3406), "ar Br. R, Venkataraghavan, Director,

“Research Computing.~ Lederle Laboratories, Pearl River, NY L0965 :

21-23 Febuary 1989

Super compiting Burope " 89 _ . . Co
‘Utrect, THE NETHERLANDS. S oo LT poneil o
Contact: Meridian Pacilic Group, Inc,, 116 Easl Blithedale Avenue, Suite 2, Mill- ~
Valley, CA 94941 (415-381- 2255) : vl :

6-10 March 1989

“The Plttshurgh Con[vrcncc and EanSItlon

Atlanta, Georgia. S R
Contact: Dr. Richard-Bbrycki or Dr. Thomas Conti, The Pittshurgh Conference &
Exposition, 12 redoral Drive-~Suite. 522 Pitlsburgh, PA 15230 (412-T95-T110). -

9-14 APrll 1988,
187th ACS Hatlonal Hcctlng
Dallas, TX,

_Contact: B,‘R_'"udsdun,;1]55ﬂlﬁLh 81, NW, wEShingtén.jbC 20933.:(2QZ;372;3395)L

Program: Chairman Tor ‘Division of Cowputers ‘in Chemistey: AL, Seilh, Departmeqtlopl'

" Cheaistry, Drexcl univé};ityj phi;agglphia,3PA.19104-(2151895}1861);

:14 18 Aprll 1989
Computer Modolking ar Carhohydratcs
Dallas, TX. : R S Con
Contacl: Dr, Alfrcd D. French, Soulhern Regional ‘Rescarch Ceater, U, 5. Department -
of Agricuiture, P, 0, Box }9687, ew Urleans, LA 70179 (504-236-4250).

‘28 May-2 June 1989, 5 - ST

1¥Lh International Confcrence on computers in Chemical Education-and fesearch
(IECREY . : R S TR
“Riva del Garda, [TALY. - RE SRR
cﬂntact-fur Mariv Marsili, 1Xth [CCCRE,- Piazza Gondar, -14, 00199 Rome, 1TALY -

l 11 June. 1980 :
Three-Dimensional Molecular ﬁlrurturrc ani Drug Art:on

* Erice Trapani, [taly,

Contaci::Pref, L. Riva di Sanqoverlnn !nsti;uterde Mineralogia, P{az?§ PdnyaESan
Bonato 1 40127 Bofogna, ltaly. ) : . i C

20-25 August L . o
Protein Engmeerlng 89 M2 L]lﬁal"iﬁ'lj‘,l%é.m - :
P [E] e 2 58 05 ]

‘Scientilic Programme :

Session j:  Theorelical aqpocls of ‘protein
“Session” )l " Struclural "aspecls of protéin

Session [l : Funclional aspects ol protein

Session IV : Medical and industrial aspecls of prolein
Workshop |l : Database




WorkshopM : Secrelion and transtocalion of grrolein

kK TH6S WUNli & 7L & 6-2-1 AN L¥ WA B06-872-8206 FAX 06-872-8210

10-15 Seplember (989,

198th ACS Nalional Meccling,

Wiami, FL. ' _

Contact: B. R. Nlodsden, {155 1fith SL , NW, Washington, DC 20036. (202-872-4396).



	Vol.6 No.1
	特集：計算化学
	「計算化学」特集に寄せて
	プログラムカタログ
	企業における計算化学の現状

	年会プログラム
	関連行事

	Vol.6 No.2
	部会行事
	第１１回情報化学討論会（発表募集）

	部会記事
	昭和６３年度部会役員

	関連行事
	第１６回構造活性相関シンポジウム

	学会報告
	国際情報知識コンファレンスICIK '87

	国内の動き
	近畿化学協会コンピュータ化学部会発会記念講演会
	講演会“物質設計と材料の設計・創製の現場をコンピュータはどう変えつつあるか”
	最近各社NWS性能・規格一覧表

	海外動向
	Meetings

	文献紹介
	本号までの紹介文献一覧
	Journal of Computational Chemistry
	Journal of Chemical Education
	Journal of Computer-Aided Molecular Design
	Journal of Chemical Information and Computer Sceiences
	Journal of Molecular Graphics
	Computers & Chemistry
	Journal of Mathematical Chemistry


	Vol.6 No.3
	部会行事
	第１回情報化学夏期セミナー
	ワークショップ「分子と反応の表現」報告
	化学者のためのパソコン講習会
	計算化学ワークショップ「機能物質・材料の設計のための計算化学手法」

	年会報告
	関連行事
	第３回化学PCソフトウェア研究討論会

	部会記事
	研究会案内
	学会報告
	分子力学と分子動力学に関するワークショップ出席報告

	海外動向
	Meetings
	Third Chemical Congress of North America

	国際会議
	Gordon Research Conference on Computational Chemistry

	図書紹介
	計算化学ガイドブック―3大計算プログラムの解説―

	文献紹介
	"Tetrahedron Computer Methodology"発刊のお知らせ
	Quantitative Structure-Activity Relationships
	Journal of Mathematical Chemistry
	Computers & Chemistry


	Vol.6 No.4
	部会行事
	有機化学者のためのパソコン利用講習会
	計算化学ワークショップ「機能物質・材料設計のための計算化学手法」報告

	年会プログラム
	関連行事
	「1989年情報学」シンポジウム論文募集

	国内の動き
	量子化学におけるコンピューターワークステーションからスーパーコンピュータまで

	会員の広場
	「パソコンでもできる本格的分子計算」のためのMM2プログラム頒布について

	学会報告
	「第１６回天然物化学国際会議」報告

	海外動向
	Meetings

	国際会議
	文献紹介
	Journal of Chemical Education
	Computers & Chemistry
	Journal of Molecular Graphics
	Journal of Computer-Aided Molecular Design
	Journal of Mathematical Chemistry
	Journal of Computational Chemistry
	Journal of Chemical Information and Computer Sciences


	Vol.6 No.5
	特集：人工知能
	人工知能特集にあたって
	企業におけるAIの現状
	用語解説
	アンケート
	ニュースから
	AI特集誌リスト
	AI関連新聞記事
	バイオ（ニューロ）コンピュータ関連新聞記事
	コンピュータケミストリーシステム関連新聞記事
	データベース関連新聞記事


	部会行事
	第１１回情報化学討論会プログラム
	第１回情報化学夏期セミナー（情報化学入門）を終えて

	関連行事
	第１６回構造活性相関シンポジウムプログラム
	第３回化学PCソフトウェア研究討論会プログラム

	学会報告
	Gordon Research Conference に参加して

	文献紹介
	Tetrahedron Computer Methodology
	Quantitative Structure-Activity Relationships
	Journal of Computer-Aided Molecular Design


	Vol.6 No.6
	特集：人工知能
	ESツールについて
	ツールメーカーにおけるAIの現状
	原稿執筆者連絡先
	特集後記

	部会行事
	「化学者のためのパソコン講習会」報告

	年会報告
	文献紹介
	Journal of Chemical Information and Computer Sciences
	Journal of Computer-Aided Molecular Design
	Journal of Molecular Graphics
	Computers & Chemistry

	国内の動き
	日本薬学会第109年会
	コンピュータケミストリーシステム一覧

	海外動向
	Meetings



