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METO/I MOJIEKYJISIPHOI TUHAMUKHA
N NUCCJIIEAJOBAHUA HAHOMATEPHUAJIOB

PaCCManI/IBaIOTC}I HCKOTOPBIC ACTICKTHI MOJ'IGKyJ'I)IpHOfI JAHAMHUKHA U €€ MPUMCHCHUC B MOACTUPOBAHUH HAHOMATCPHA -

JIOB.

1. MoJaekyasipHass AMHAMHKA — MeTOJ KOM-
nbTepHoro moaeauposauus. C cepeaunsr 1960-
X IT. METOJB KOMIIBIOTEPHOT'O MOJACTHPOBAHUS IOCTO-
SIHHO TOATBEPIKIANH CBOIO BRICOKVIO 3¢ )eKTHBHOCTh
MPH PELICHUH Pa3NHIHbIX 32134 (PU3HKH, B YACTHOCTU
B MATCPUATIOBCACHUH, PATHAIIHOHHON pu3uke, GU3NKe
mwiasMel. HecMOTpst Ha TOCTUTHYTBIN JOCTATOYHO BBI-
COKUH YPOBEHB TCOPETHUCCKOTO UCCICAOBAHUS TIOTH-
ATOMHBIX CHCTEM U CYIIECTBOBAHUE TPUOOPOB, MO3BO-
JSFOLINX MOTYYHUTD SKCIICPHMEHTATIbHY IO HHOPMALIHIO
0 CTPOCHHU BCLIECCTB C BBHICOKHM PAa3PEIICHHUEM, BO
MHOTHX CIY4YasX TOJIBKO KOMITBIOTCPHOE MOJCTHPOBA-
HHE HA ATOMHOM VPOBHE JACT BOZMOKHOCTD JACHCTBH-
TEBHO JCTANBHO M3VUNTh HUX crenn(puIecKue CBOH-
ctBa. Pazymeercs, cozmaBaemas Mozaenbp HcCleaye-
MOW CHCTEMBI JODKHA OCHOBBIBATBHCS HA OOBCKTHB-
HBIX UCXOTHBIX JAHHBIX, KOTOPHIC MOXKHO MOJYYUTh
100 U3 3KCIICPUMEHTA, THOO0 M3 TCOPCTHUCCKHUX pac-
yetoB. CO3JaHHYIO HA TAKOH OCHOBE KOMITBIOTEPHYIO
MOJeTh (U3UICCKOH CHCTEMBI MOYKHO HCIOJIb30BATh
KaK A PELICHUS TCOPETUUCCKHUX 3304, BRIXOASLIHX
3a paMKH NPEKHUX MOJENCH, TaK U [T ONPEeaCTICHUS
MEPCICKTUBHBIX HAMPABICHUHA AaTbHCHIINX SKCTICPH-
MEHTAIbHBIX HccreaoBaHui. B cmydae xe maurens-
HBIX U CIIOXKHBIX SKCIICPUMCHTAIBHBIX UCCIICA0BAHUI
OYCHB YaCTO KOMITBIOTEPHOE MOJACTHPOBAHUE UCTIOb-
3VeTCs AT MPEACKA3aHUS MOTCHIHATIBHO BO3MOXKHOTO
HCXO0Ja 3KCIIEpUMeHTa. B 0o01meM, KOMITBIOTEPHOE MO-
JCTHPOBAHHUE CTAI0 HEOTHEMIEMOH COCTABIAIOMCH
(u3HUECKON HAYKH, KOTOPAst, C OQHOH CTOPOHEL, TOMO-
racT TCOPETHKAM M 3KCIICPHUMCHTATOPAM BBIHTH 32
PaMKU OTPaHUUYCHUI MPEKHUX METOAOB, a C APYTOH —
cama SIBJISICTCSl HOBOM NEPCIEKTUBHOU o0nacTeio (-
3MKH.

MeToapl KOMOBIOTEPHOTO MOACIUPOBAHUS (34€Ch
U Janee UMEETCS B BHAY MOACTHPOBAHUE MOBEACHUS
U CBOHCTB MHOTOATOMHBIX CHCTEM) MOTYT OBITh pa3-
JCTICHBI HA JBAa OCHOBHBIX KJIACCA — CTOXACTUYCCKUU

U JeTepMHHUPOBaHHBIH. CTOXaCTHUYECKHN Kiacc
OPAKTUICCKU IMOJTHOCTBIO MMOKPBIBACTCA MCTOAOM Momn-
te-Kapio, a aerepMHUHHpPOBAHHEIN KJIACC — METOJOM
MOJIEKYTIPHOU TUHAMUKH.

MeTox MONEKYIIPHONH TUHAMHUKNA OCHOBAH HA HH-
TCTPUPOBAHNUU KIIACCHYCCKUX ypaBHeHI/II\/'I ABUKCHUS B
Oe/IX NCPCMCIICHUA YaCTUL B HOBBIC ITOJIOXKCHUA U
NOJIyUYCHUA CKOpOCTeI\/'I JAaCTHI B JAHHBIX ITOJTOXKCHUAX.
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B (1) U(’”,-j) — DHCPTUs B3aUMOACHCTBHS aToMa 7 ¢
OCTAJIbHBIMH aTOMaMM CHCTEMBI. B 3TOM miaHe me-
TOAO MOHCKyJ'IHpHOﬁ AUHAMUKH UMCCT NPCUMYILICCTBA
o cpasHeHMIO ¢ MetonoM MonTe-Kapio, Tak xak oH
HE TONBKO OIMPEACSACT KOH(DUTYPALIMIO CHCTEMBI, HO U
JAcT JOMONTHUTENBHYIO HH(OPMALHIO O €€ JHHAMUKCE.
(O0a MeToa MOTMOMHSIOT APYT APYTa, a TAKKE TO3BOJIS-
HOT NOJIYYUTh OAUHAKOBBIC CPCAHUC 3HAUCHUA CTATUC-
TUICCKUX BCIIMYHH IIPU YCJIOBUAX, CCIIN paCcCMaTpUBa-
cMasd CUCTEMA ABJIACTCA 3pFO,Z[I/I‘ICCKOI\/'I, HB O6OI/IX Me-
TOAaX UCMOJIB3YCTCA OOAUH U TOT KC CTATUCTHYCCKIHI
aHcaMOJIb.

[Ipyu KOMIBIOTEPHOM MOACTHPOBAHUN HEH3OCKHBI
aBa stana. [1epBbIil — KOHCTPYHPOBAHUE MOJCIH, CO-
Jaepkaieh B ceOe OCHOBHBIC (hHU3MUICCKHE OCOOCHHOC-
TH CUCTEMBI. BTOpOIi — pacder npeacTaBasIOMMUX HH-
Tepec (PU3UUCCKUX XaPAKTCPUCTHK C MOMOIIBIO aHA-
JUTHYCCKHUX U YUCICHHBIX MCTOO0B. TounocTh BEIYHC-
JICHUSI MOXET OBITh JOCTATOYHO BBICOKOM Ojaromaps
COBPCMCHHBIM KOMIIBHOTCPAaM. Boace crnoxxupIM gBIISI-
€TCSI BOMPOC O MPUMECHUMOCTH PE3YIIbTATOB, TOCKOJIb-
Ky camMa MOJCTIb UMEET orpaHuucHus. Moaenuposa-
HUC MOXKCT NPUBCCTU K SHATUTCIIPHOMY HNPOABUKCHUIO
B IIOHUMAaHUU ABJICHUA, HO BAXHO CIIC U OMPCACIIUTD,
KaKHC U3 PE3yIbTATOB MPEACTABIIIIOT COOOH oTpake-
HUE OCOOCHHOCTEH MOJENH, a Kakue o0IIKe U MpHUCY-
IIUE PEATBHON MOJACTUPYEMOH (PU3HUCCKONH CHCTEME.
Bo Bcaxkom cJIydac, OHU OOJI?KHBI HAXOAUTHCA B XOPO-
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