AHHOTAIIA K PABOYEM ITPOT'PAMME JIUCIIMITJIMHEI
«KomnblorepHoe MoaeMpoBaHue GU3NYECKUX NMPOLECCOB)

110 OCHOBHOM NPO(eCCHOHATBFHON 00pa30BaTeIbHOM MPOTpaMMe IO HAMPaBICHHUIO MTOJTOTOBKU
09.03.01 «MadpopmaTKa ¥ BEIYUCIUTEIbHAS TEXHUKA» (YPOBEHb OaKaaBpuara)

Hanpagiaennocts (mpoguinb): TexHomoruu pa3padoTKH MPOrPaMMHOTO 00€CTICUCHUS
OO0mmii 00beM JUCHUIINHBI — 7 3.€. (252 JacoB)
B pe3yabrare ocBoeHMS JUCHMILIMHBI Yy OOyYalIIMXCHA JOKHBI ObITh C(OPMHPOBAHBI
KOMIIETEHIIMHU € COOTBETCTBYIOIIUMHU MHANKATOPAMH UX JOCTHKEHUS:
[1K-15.1: TloaroraBnuBaeT CTaThbH C ONMUCAHMEM HH()OPMAIIMOHHBIX W MATEMATHYECKHUX IMPOLECCOB IS
pa3MelIeHus B Cpe/ICTBaX MacCcoOBOM HH(pOpMaIuy;
[1K-15.2: Pa3pabarsiBaeT mporpaMMHbIEe KOMIIOHEHTHI ISl IPOBEICHHS UCCIIEA0BATEIbCKUX padoT;
Copepikanue TUCHUIIHHBI:
Hucuummna «KoMnbproTrepHoe MOAEIHpOBaHUEe (PU3HMUECKUX MPOLECCOB» BKIIOYAET B ceOs CIeIyromue
paznensl:
®opma o0yuenus 3aouHas. Cemectp 8.
O0beM qUCHUNIMHBI B ceMecTpe — 4 3.¢. (144 yacoB)
®dopMa NpOMeKYTOYHOM aTTecTaluu — JK3aMeH
1. MeTo10/10THs1 KOMIIBIOTEPHOTO MOJAeJTUPOBaHUS HaHOcUcTeM. OOIIMe MPUHIUIIBI KOMITBIOTEPHOTO
MOJeNIUpOBaHUsL. METOI0JI0rNYECKUE OCHOBBI BBIUNCIMTEIbHOW HAHOTEXHOIOTHH.
2. KBaHTOBOC ONHCaHUE CTPYKTYPbI aTOMHOro Mupa. [Ipeanocbuiky co3ganus KBAaHTOBOM MEXaHUKH.
OcHOBHbBIE MOHATHS U MaTeMaTUYECKUU amnmapar KBaHTOBOW MexaHMKH. CBONCTBO OJHOAJIEKTPOHHBIX
aTOMOB..
3. MoneaupoBaHue CTPOEHHE aTOMOB. DJIEKTPOHHAsl Teopusi cTpoeHust atromoB. Meton Xapru-doka.
AtoMHbIe opOuTanu. Teopus GyHKITMOHAIBHON IUIOTHOCTH..
4. MoaenupoBanue MOJIEKYJISIPHBIX cHCTeM.. DU3MKO-XUMUYECKUE 3aKOHOMEPHOCTH CTPOCHMS
MoJIeKyIl. Pacuer moBepXHOCTH NOTEHIIMAIIBHOW SHEPTHH...
5. MexMoneKky/asipHable B3auMoAeidcTBUA. MexMOeKylspHble cuibl. [loTeHnuansl B3anMoaeucTBuUs
yacTul. MonekynsapHas 1uHamMuka. MonekynspHas Mexanuka. MoaenupoBanue metogamu Monre-Kapro.
6. Mexanu3Mbl 00pa30BaHUsl HAHOCTPYKTYP. Monenu HaHOKIacTepoB. MoseKynsipHas camocOopKa.
7. MHoromacimradHoe MojJeJIUPOBaHHe MATepuajioB U mpoueccoB. KoHienus MHOromMacmrabHOTO
MOJETUpOBaHUsA. MHOroMacmrabHOe MOAETHMPOBAHUE DHEPIETHYECKUX IMpoleccoB. MopaenupoBaHue B
HAHOCTPYKTPHOI obnacTi. MojiennpoBaHue MaKpOCKOITMUYECKUX CUCTEM..
8. IIporpammHoe oOecneyeHne MOAEJHPOBAHUS HaHOcucTeM. [IporpaMMHbBIE KOMIIOHEHTHI IS
MPOBEICHUS MCCIEA0BaTeIbCKUX PabOT MpU MOJEIMPOBAHMS HAHOCUCTEM. MHTerpupoBaHHbBIE MaKEThI
IIPOrpamMM..
®opma o0yuenns 3aounasi. Cemectp 9.
O0bem qucHuNIMHBI B ceMecTpe — 3 3.€. (108 yacoB)
®opMa NIPOMEKYTOUHOM aTTeCcTAllUN — DK3aMEH
1. Metoasl MoneJIMpoBaHMA B (PM3MKH KOHAECHCHPOBAHHOIO cocTOsiHMA. CraTtucTuyeckas Teopus
yHnopsioueHHOCTH.  [loTeHnmansl  MEXaroMHOrO  B3aMMOAEWCTBUSA.  MeToabl  MOJEIMPOBAHUS
KOMITBIOTEPHBIX IKCIIEPUMEHTOB. MeToI1Ka POBEAECHNS KOMIIBIOTEPHOIO SKCIIEPUMEHTA. .
2. UcciienoBaHusi aTOMHOTO YNOPSIIOYeHHsI B CILUIaBax co cBepxcTpykrypoi L12. O0mue cBeneHus
00 aTOMHOM YHOPSIOYCHHH CIUIaBOB. ATOMHBIC MEXAaHU3MBI INPEBPAIICHUH TOPSIOK - OECHOpsIOK.
@dakTopbl, BIUAIOUIME HA IMPOLECC CTPYKTYPHBIX TpeBpalleHuid Mopsaok- Oecropsnok. Pomib
KOMITBIOTEPHOI'0 KCIIEPUMEHTA B UCCIIEI0BAHUHN TEOPUH YIIOPSAOUYEHUS. .
3. PazpaboTka nporpaMMHbIX KOMIIOHEHT JIJI IPOBEIEHNsI HCCJIeA0BATEILCKUX PadoT ¢ NOMOILIbIO
KOMIIBIOTEPHBIX JIKCIEPUMEHTOB.. MoaenupoBaHue mpouecca aTOMHOIO MEXaHHW3Ma CTPYKTYpPHBIX
MpEeBpaIlCHU I METOI0M MOJIEKYJISIPHOM JTMHAMUKHA (29).
MopnenupoBaHue npolecca aTOMHOIO MEXaHHW3Ma CTPYKTYPHBIX MpeBpauieHuid metogqom Monte-Kapio
(29)..
4. Pa3pa0dorka NmporpaMMHBIX KOMIIOHEHTOB /JIsl MCCJIEOBAHUSI BJHMSIHUSA TeOMETPHYECKOro W
TEPMHYECKOro (paKkTopa Ha MNPoOUECC CTPYKTYPHBIX MNpeBpallieHHuHd B YHOPSAOYHBAKIIMXCH



CIJIaBax.. .
5. Pa3paborka KOMIIOHEHTOB WCCJIEJOBAHUSI BJMAHHMS TeMIeparypsl u jAedopmauuu Ha
0COOEHHOCTH MpoIecca CTPYKTYPHOro (pa30BoOro nepexona B ynopsiiouuBarouXcs ClJiaBax.. .

6. Onucanue UHQPOPMAUMOHHBIX M MATEeMAaTH4YeCKHX MpoueccoB B 00jacTH (U3MKH TBEPAOro
TeJia. .

7. Ananu3 pe3yiabTaToB. CpaBHeHHsI CBOMX pPe3yJbTAaTOB C JAPYrUMH aBTopamMu. Busyanauszanus
pe3yiabraroB. IloAroroBka KOpOTKOro coO0IIEHHsI O Pe3yJbTAaTaX BbINOJHEHHOH pPadoThl.
IloaroroBka cTaTby ¢ OMMCAHHEM KOMIILIOTEPHBIX IKCIIEPUMEHTOB /Il pa3MelieHus B COOpPHUKAX
KOH(pepeHuusX.. .

Pazpabotan:
kadenpsr [IM E.A. Jlynauk

[TpoBepuit:
Hexan T® A.B. Copokun



