CGCC NPUNOXEHUA B U3YUCITUTENHATA XUMUA

BuptyanHata opraHusaums B obnactta Ha uv3uucnuTenHata xumust  Gele
cb3dafeHa C uen cTapTMpaHeTo Ha MONeKynspeH cumynartop B rpya-cpeaarta (Grid
Enabled Molecular Simulator, GEMS). Beue ca pa3paboTeHun HAKONKO NpUMoXeHus,
KaTo ycunuaTa Ha opraHuMsauusata ca HacoyYeHu KbM paspaboTBaHe Ha HOBU
MPUIOXEHNS, KaKTO U KbM paslumpsiBaHe Ha CbTPYyOHUYECTBOTO Mexady oTAenHuTe
n3cnegosartesncku rpynu, pabotewm B Tasm obnacr.

Llenta Ha npunoxeHneto GEMS e m3yyaBaHe Ha AMHaMuKata Ha peakuuuiTe B
CIMOXHW XUMUYHU CUCTEMM.

ABCtraj otyuta HabnogaBawmuTe ce BENUYMHU B aTOMHO-OANATOMHUTE
B3aMMoOencTBusl B ra3o06pasHo cbCcTosiHMe. [porpamaTta e cBbp3aHa ¢ BUpTyanHa
cpena, B KOSITO pe3ynTaTuTe OT CUMyNauunTe ce U3BEXAaT Ha MOHUTOPMW.

Venus oTunta ceveHusiTa U CTOMHOCTUTE Ha KoeduLUMEeHTUTE, XapaKTepuaupaiim
eNTeEMEHTAaPHN XMMWYHU peakunn, Ypes3 CUMyIiMpaHe Ha B3aMMOAENCTBUSATA Mexay
aTOMM M MONEKYNN, YUNTO HadanHu YCNoBWS ca MogenvpaHu no meton MoHTe
Kapno.

Mpunoxexneto DI-Poly npoexaa cumynaumMm Ha MonekynsipHaTa AvHamuka B
CNOXHM cuctemMu. B peicTBUTENHOCT, TOBa MpPUIIOXKEHWE e CcTandapT cpen
nscnepoBaTenckute oOWHOCTM B obractTa Ha uM3YMCnuTenHata XuMust U
nsyncnuTenHaTa éuonorus.

Mpunoxenneto RWAVEP oTtunta KBaHTOBO-MEXaHWYHUTE BEPOSATHOCTU Ha
XUMUYHU peakuuu, KaTo ce U3nosidaea nogxoabT Ha BbIHOBUTE NakeTwu (BbSIHOBUAT
naket e matemaTtmyecka (PyHKUMSA, KOATO ONucBa BEPOSATHOCTHATa Mo3vums m
MOMEHTa Ha eneMeHTapHuTe 4actuum). [eHepupaT ce pasnMyHn cbbutus 3a
pasfiMyHn Habopwu OT HaYanHM ycrnoBuS.

B 6nusko 6baelle BupTyanHaTa opraHvMsaums we paspaboTtn v Apyrn NpuoxeHus
KaTo:

¢ COLUMBUS - konekums oT nporpamun 3a crnoxHu ab initio npecmsaTaHms.
Mporpamute ca npegHasHavyeHn 3a 3agblbovYeHM NpecMATaHus Npu
OCHOBHO U Bb30OyAEHO CbCTOSIHME HA eNeKTPOHHUTE OBBMBKM Ha aToMu U
MOSEKYIN.

¢ GAMESS - nporpama 3a npecmaTaHns Ha SCF (self-consistent field)
BbITHOBM (yHKUMM B obnactta Ha ab  initio kBaHTOBa XMMUS.
KopenauunoHHute Kopekumm Ha TEe3n dyHKLUMN BKItOYBaT
KOH(pMrypaumMoHHO B3aumMopencteue, nepTtypbaumoHHa Teopusa OT BTOPU
ped W KIbCTEPHM MNOAXOAM, a Taka CbWwOo W nNpubnmkeHus oOT
dyHKUMOHaNHaTa Teopust Ha NITbTHOCTUTE.

BupTtyanHaTta opraHusaums we ekcnepumeHTtupa cbe cuctemata CHARON, 3a ga
ce CBbpxXe C rpug-cpegata 4pes noTpeburtenckun uHTepdenc, paspaboteH B
CbOTBETCTBME C M3UCKBAHMATA Ha n3crnegosartenckara obLwHocT B Ta3u obnacr.

MpoektbT EGEE e oTBOpeH u 3a gpyrn npunoxeHusd. [Noseye nHpopmaums 3a
NpUNoXeHNsTa 1 3a TOBa Kak Aa ce BKNIYMTE B NpoekTa we Hamepute B User and
Application Portal Ha cTpaHuuaTta http://egeena4.lal.in2p3.fr/.
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