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Out PrWAMA 9IMk~Pirlc tsaulments !ve boen bauid an the ZOO appioxlmatlon
lnlr~uoe by Fopir% I1v,00 and AM I valng *s beni oftthm MNDQ). Altboiugb them wert
good mom~ to Wie~ve dU &h ZDO approximillon is wtboUy uaftc~~pcble wo,%cr ' V fbed w
wse it in order to "ban S tmdme of practical value, Le. ong tWa could be applied dwircly to tme
moloc~aou of latmat to qrganic vecaisu ntha thin to rneanLaglessly impifled "uodel, aging
goamally manhble oompuw&s AlthoughL the icrultin Uuan~mts pmrovd reruxhbly succeatul
aod ksve led I. maojo devulpments in chmcmai theory, in pasticuher in studles of roution
5w.MiaZImI Th litation hbm bowcvcr, ;baased drzma~cAlyz in ccan ynmn it &# gnwxt
Iowedibk ho~use In computing power of troutcowputmz, dure IQathe lzwentioll of the Inlegrawe
ch-ult 1U p&=7m pWposs of to rswt~h nuppoiied by &I, Gmrnt wv= to make uwi of do
gresty IwptqYW eompofiag facilities now avuilable to us to develop a terniempiui&r -aameot

buc ca ariAM LCA-0 SCi IMo ~O wnITA , I~e. an in which ovhr(&? isr~nd
Thi at on" m~ob has oompletely mvftkzL-tiuld the srievipideda approach beauum

them an now no rmacton~s on The typo of 6b Wntia tratintt that cau be pari~rm~bzhd.3L=c
parametrizAtIm is bound to Increws the accwty ofe-m ab Uatio tareatmet while altnultuteoully
reduclal Ow~ computing fte mdced. tlhen can now be no qucatin Ouat this Is the approac to
follow If @1.owd Ispcawith praCtica applicafloas of quantum 0hemy to cbetalcJ frobluuua.
ns he ution ;lcxly Aced to be incwpi2A4 by an appropriate change in nomWel~tm We hai's
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beint SraI-4b-1'Jr Model 1 (SAM)).

SAMI is based caftplsas STO-30 approxlrosion with one faxther AimpUl~c-uion. Slims
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computicl time. Wt bAvo writjef a compu.ter progmm for SAM I ax! purrtrzezd It fi tas
oripake' eemcntsu (C,1iN,O) and doe MkSens (FCI,3r11). Calculations fr. a large nwunbef of

molopik and positive and nosativo low, en fora ~rumbur oftchacical reactlona, have shown it
to be tlwly vtpi~or to out Fneious semlexplzicll procedume (lvtDO, AMI) and to S~irs
PM3 ercd . tsomcwtat dubious rtp rtization of AM1. 7be extra eompufia$ time
weede Is aso qWl mall, less tWa in order af magiritude. THs work was reported in a rtcen
papet in T.realeosi [1] ad a !iitgur pubIbcaLion has appeared In Accommt of C~temikd
APrarech (2), tovkMn~ourgnibudow ta t19 thomf of mudoc machanoun due to caiulzbor
eaaIod out with support from APOSI.

I bnvt now trifted comopletely' from vlvc~str. The work an SAMI i3 being olicially
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