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Bsenenne
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@ [lnsA Kax Aol HOBOW reoOMeTprnYeckor KOHPUrypaLmm MHTerpabl pacCHmUTbIBAOTCS
BHOBb [1].

® B «npsMomM» Noaxoje MHTerpasbl PpacCYUTBIBAOTCA B MPOAO/IKEHME KaXKA0M
CCN-ntepauum (HO 3c2e MOXHO 1 MOMHOCTLH XPaHUTL B ONepaTUBHOM NamaATy [2-4]).
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C€HTPOBbLIE KYJIOHOBCKHNE NHTEI'DAJIBI

1 v B(T2
(o) = [ () = ()

Xu(r) = Ppu(r) exp(—ayr?), ¢B(r) = Qp(r) exp(—PBpr?) (5)

OcobennocTn

©® /HTerpmpoBaHue ocyLecTeaseTca no obonoykam (libeint [5]).
® O60/104KN UMEIOT pasHble pa3Mepsbl.
® O60/104KN NHTETPUPYIOTCA 3a Pa3HOe Bpems.
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C€HTPOBbLIE KYJIOHOBCKHNE NHTEI'DAJIBI
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Puc.: spdf-opbutann (cceinka: Wikimedia Commons)
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Puc.: MaccnB MHTeErpanos (xpaHeHue no cTonbLam)

©® ObecrneynTb N0KaNbHOCTb XPaHEHWS 3/1eMEHTOB MaccuBa.
® CbanaHcvpoBaTh NapanefibHblil pacyéT NHTErpasnos.
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Jwn3zaiin ajaropuTMa: rmapaJiebHOe HHTerPUpOBaHNe
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Puc.: 3anonHeHMe MaccnBa MHTErpanos
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Jnzaiin ajaropuTMa; Imaru peakcamm U CANsSHIA

bli] = Nbut [i] = (Nexp [i] — Nact [i]), 1=0; (6)
Nt [i] = (Nexp [i] = Nact [i]) +b[i—1], i # 0.
i-1: B[i-1]<0 i B[i1>0 i-1: b[i-11>0 i: b[i]<0
B
] 3 ; ................ P
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Kammnyposuu (OUBT PAH, M®TU) Pacuér 3c2e-unrerpasion



Jnzaiin ajaropuTMa; Imaru peakcamm U CANsSHIA
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Tectuposanue: metognka (OpenMP)

BbluncnnTenbHbiA y3en 2x AMD EPYC 7662 64-core CPU

2 * " E E

Puc.: Cxembl NpunBaskyn OpenMP-HuTen (4na nposepku NUMA-awareness)
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TectupoBanue: mMacimrabupyemMoctsb pacuéra nnrerpaios (OpenMP)

Basuc AO (AUX) - def2-TZVPP(-RIFIT): Nao = 2832/1104 (Naux = 6528/2016) ~ 200 5
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Tectuposanue: yckopenne paciéra narerpajos (OpenMP)

Basuc AO (AUX) - def2-TZVPP(-RIFIT): Nao = 2832/1104 (Naux = 6528/2016) ~ 200 5
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TectupoBamue: BpeMsi paboThl pa3andHbix dTanos ajropurva (OpenMP)
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TectupoBanue: mMacimrabupyemMoctsb pacuéra nnrerpaios (OpenMP)

Basuc AO (AUX) - def2-SVP(-RIFIT): Npo = 2548/1216 (Naux = 8248,/2944) ~ 200 '
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Tectuposanue: yckopenne paciéra narerpajos (OpenMP)

Basuc AO (AUX) - def2-SVP(-RIFIT): Npo = 2548/1216 (Naux = 8248,/2944) ~ 200 '
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TectupoBanue: macmrabupyemMocts pacaéra nuarerpanos (MPI/OpenMP)

BbluncnutenbHble y3nbl 32X Intel Xeon E5-2683 v4 6-core CPU; CeTb Infiniband FDR
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Tectuposanme: yckopenne pacuéra nurerpaios (MPI/OpenMP)

Basuc AO (AUX) - def2-TZVPP(-RIFIT): Nao = 2832/1104 (Naux = 6528/2016) ~ 200 5
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TecTupoBaHnue: pacripejiejieHre BpeMeH! PabOThI ITPOIECCOB U 00bEMA

HCIOJIb30BaHHOM KaxkipiM n3 Hux namsarn (MPI/OpenMP)
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Hacrosimee u Byymee

[Ipekpacnag peaqbHOCTD

©® MacwtabmpyeMblii airopnTM pacyéTta TPEXLEHTPOBbLIX KY/TOHOBCKMX
MHTEerpanos Ana pacnpegenéHHbix (MPlI/OpenMP) 1 pacnpesenéHHbix ¢
paszensemMoin namaTbro cuctem (OpenMP).

® [Ana OpenMP peanmsoBaHa cxema 6anaHCMPOBKY BbIUNCAEHWIA N NaMSATH, a
aNropuTM yxe NMPUMEeHSANCS B paMKax BblUMCIEHWIA MeTOL0M X®.

.

Caetiioe Oymytiee

©® OnTMMKW3MpPOBaTh LUAr peaakcakumm, ycTpaHMB N3bbITOYHOE KOMMPOBaHMe NMaMsaTu.
® PeannsoBaTtb pacrnpegenéHHbli anropntm metoda Xo.

@® BbiNoNHUTL 6aNaHCMPOBKY METOAOM «KPaxW 3a4aq» 1N CPAaBHUTL C MPeAI0XEeHHO.

@ [06aBUTb NPECKPUHHUHT UHTErpasoB.

.
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