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"XERFHFEER, BEAREILEEATR—R? " BEEEXANERE, SRFEEE TN, W—EFB— N SCH,
GPURBHEEFREIEFRAZSIFHIINERISZN A FT8gtH k). IERRMNCPUBSIREITHGPURIHIEE L, A2BINEE

AtES.

A, R TINESES ASEERRT. EEUNEERR BN NEIBIRR A,

FEMISRIRFERNSER

BRI, SEFRIDESR. TBIHE. ER0LE. BMRICRIEPHIE. WIMREHEESRGPU, A
RAIEVAUEERREEMNERGPY,; ENREE—BID L RINE, HrIeiEiEEmaE bCPULERS. MTERE
TERESS, SENTERIRS S BSEIEER, BREma T A RN T HERMA.

REIRHNELRE. BTSN ES "GPUSE" AREREHA. BRHRERE. ERSRIFIAIN. X
FEROERME, LIRZSRTSRSREERTIXIRER. A, SEEMIEAEE T sERINsIFeRE, FaesRMTEIGPUR
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EAMKEARENE, (B/NEETEEEncAIPyTorchi@s,

inmport torch

print("torch:", torch.__version__)
print("build cuda:", torch.version.cuda)
avai |l abl e = torch. cuda.is_avail abl e()
print("cuda avail able:", avail abl e)
if not avail able:
raise SystenExit("mssssmemenCUDANSEEEEEE/ NN/ EnEE")
print("device:", torch.cuda.get_devi ce_nane(0))
x = torch.ones((2, 2), device="cuda")
value = (x @x).sun().itenm()

print("small operation result:", value)

XEREFNHERATRECERR, FREGHEEE. AENERY, NERREELTHIIEE SR/ MNANFEIMEE,
BFIRERRE. MRKY, FEUAERERE R, NMAXDRETCPURE, ISIFFHRE. BanRERENIRE.
BRERSHHEXEFFREA.
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REFESSER. BENE. BFIEE. CPUSRE, GPURIBEIIMEIEEER. MRGPURFAEMEEGHE, 5

WA TR, MREFAR, WARESEEMAF S+Kbatch size; WMRCPUHBERMGPUTH, 1BRHERRE
EROMEBCTSINE. MEHHT—EMRE: SR8, REER. BIIMERENCENAEER CERNTETTEER.
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HAZNRE, REASHEASRNGT, Waltliatil, BIaI5IE{TIsRS, EREIAREIGPU, BN
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https://docs.pytorch.org/docs/main/generated/torch.cuda.is_available.html
https://manual.gromacs.org/current/user-guide/mdrun-performance.html

