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Tema JUCCEPTALINH . «IIporpaMMHBIM M I10JI30BATEILCKUIN HHTeDd)eﬁCBI JIA CEPBHUCA KBAHTOBO-

MEXaHUYECKOI'0 pacueTa ¢ moMollsio nakera Quantum Espressoy

Hayunblii pyxkoBoauteas_Ao6rapss Kapuns KapieHnoBHa, 1.¢.-M.H., 1011eHT,3aB. kad. 810b MAU

(¢aMPUIP[SI, HMs, OTYECTBO ITOJIHOCTHIO, YI€Has CTCIIEHb, YUCHOEC 3BaHUE, NOJDKHOCTh U MECTO pa6OTBI)

OtMeuenHble gJocTOMHCTBA: CoMcKaTen0 OblIa MOCTABJICHA 33Ja4a PEaJM30BaTh IPOrPAMMHBIN
KOMIIJIEKC JUISI MHTErpalMy IaKeTa KBAaHTOBO-MeXaHHMYeckoro pacuera Quantum ESpresso B cpeay
MHOIOMacIITaOHOIr0o MOJieNupoBaHusa B Buje cepBuca. CepBUC JOJDKEH BKJIIOYAThL MHTETPALIMIO C
Quantum Espresso, mporpamMeslii uaTepdeiic 1 web-unrepdeiic noab3osareid. [Ipakruueckas
OpeaMeTHasE 00JacTh, a TAaK)KE€ IOCTAHOBKA 3aJauM MCXOAMIM OT 3aka3uumka — OUI] MY PAH.
Couckarellb caMOCTOSATEILHO pa3o0palics B IPESIMETHOM 00JIACTH, OCBOMJI MCIIOJb30BAHME ITAKETa
Quantum Espresso, peamn3oBad MHTETPALMI0O M OPOrpaMMHBIN uHTepdekc. Tloap30BaTenbCKHit
naTepdeiic ObUI peaJn30Bad B BUJIE IPOTOTHUIIA.

OrtMeuennble HempocTaTkm:  HenocrarouHas mnpopa®oTKa —peaau3alMy  MOJb30BaTEIbCKOrO
nHTEp(delica HECKOIBKO CHIMIKAET IIEHHOCTh paOOTHI I 3aKa3YMKa, OJHAKO HAJIMYHE MPOrpaMMHOLO
naTepdeiica Mo3BOJSIET €€ HMHTErPUPOBATL B CYIIECTBYIONIYIO HIaTdhOopMy MHOTOMAacIITa0HOro
MOJCIUPOBAHUS, TIOOTOMY HEAOCTATOK HE SIBISETCS CYINIECTBEHHEIM.

3axkarouenne: Marucrepckas paboTa 3aciIyKHBAET OLIEHKU «Xopomioy, a ee aBTop — Cradues E.A.
IIPUCBOCHUSA CTCIICHHU «MArvucCTp)» 10 HAIIPABJICHHUIO «q)VH}laMeHTaJ'II)Hafl I/IH(bODMaTI/IKa )41
MHGOPMAIIMOHHEIE TEXHOIOTHI

Pabora mpoBepena Ha 00bEM 3aMCTBOBaHUs. % 3auMcTBOBaHUA — %

«24» Mast 2021 r. Hayunslit pykoBoaHTENH Aobrapsa K.K.
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