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Tecplot
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Spartan

THRAGSEERAE, eREtEEE: D, HA 0 0EE, %% ETFE208,
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T
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MATLAB
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TurboMole
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25

CFX

M CFD A, TRV

26

Fluent

HH] CFD 8, TR

27

ANSYS
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gk TS A

28

Crystal

WA AR B AT R 2 — o ‘e H] Hartree-Fock, % BE72 pR B S Pl & i
RUTYE, VR FIR R S5 1. TR R T Bloch &2/ R JE+ 0
Gaussian FRE IS G TEIT . FEFPALTH T 98 K B il A 7 55 2% 1) X 3
BT LRSS+, 258, RIS R RGP, AL
FHA FL 7R A0 B 5 A U B SR AT BRI P e 2 BRI TR 5e )2,
s AR PR M

29

Amber

AMBER 73 TR A 28 i 25 90 22 P TR (University of California San
Francisco,UCSF)] Peter A Kollman FIH [FFigms, HT 5+ GRS 7
T B ). DRl 4, W ARARR 2 AEY 1, . AU
KNGy o EARGE MR A R &R — AR A T AR I B R
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30
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31
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W SR A --aztec
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WERE MM5. WRF. REGCM3. CCSM3. ECHAMS. CAM3. HYCOM. POP. ROMS. LIS
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2.6 % F g EALHMA—EEA CGEB 7000)
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s g2, | MPL_SiClone. Para_AltSplice. Para. MEME. Para_ Weeder P_InsPecT . gpu-InsPecT .
WG B
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WER FGOALS. RIEMS. CUACE/dust. GRAPES. IAP-AGCM. IAP-LICOM
A GridMol. SCChem. Xian CI. CCSD-EOM. 3D. BDF. HONPAS
CIERe GrADs_Web. LURR_TimeView. LURR_SpaceView. GeoModel. GlobalVis. VAT4M
HUBRRR MPI_LURR
HALfd o EMS-FMM
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R 2.7 LR G R ERAR T ALt

IVARERIEC A B AE CORR R A | AR R R TTIR
PRI B RIFVEEAT)
T H %A Intel C/C++/Fortran compiler, | GNU Compiler, TCL/TK ,
PGl  Compiler,  TotalView, | cmake, gflags, glog, protobuf,
Intel MKL, ITAC, VTUNE python, qt
ST B T Matlab, IMSL PETSc,  FFTW,  LAPACK,
ScalLAPACK,acml, boost, gsl,
libxc, metis, mumps, atlas,
libint, magma, openBLAS
A Q-Chem, Amber, Molcas, | CPMD, GAMESS, GROMACS,
Charmm NAMD, cp2k,  EspressoMD,
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Thermo , Code_Saturne ,
QuantumEspresso
R R ABINIT, LAMMPS
UE B Blast, ~ MPI_Blast,  BEAST,
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MPI-HMMER, PGAP
IR AGCM, WRF, NETCDF, hdf5
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Al AL ParaView, ffmpeg, pvserver,
ImageMagick, opencv; jpeg-6b
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BT I 8 Zap L AR BRI S WA 2.8
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ik i [ERI47¢E TR AT HETR
wien2k. VASP. Material Studio.
& | MATLAB. Molpro. ATK. Intel | lammps.Quantum-Espresso.siesta | ISSP-RadMat
fortran. Intel C++. Intel MPI
ccsm3. fvcom. hycom. pop. Feoals (rf[EF}
PGI. Intel C++. Intel Fortran. Eloilvll)i;stECI;Iiﬁll\nﬁ[::OE;scCl[:P& 2 KA FATE
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interproscan. repeatMasker. P
. FEHT)
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i . . ABINIT. CPMD, pAp e
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BN 1 AT
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N VASP. GoVASP. Gaussian 09,
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samtools. tophat. PHYLIP.
TreeMap. Phrap. Consed.
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231 RGFE (H) EPHBAEMFRE

(1 B

H 2009 4E 4 A4y, HALKBRITEHL “%BE 70007 FIHHENIZIT, #ZE 2014 4 11 A, W%
7000 114 Bt A ST 500 44 H P ST SEOLINGET 3 42 CPU A% /NN, SCHRFEI K B SRR 34 B 863
FHEHE 973, EFEFERE . AL TSR H I 400 A, RS T BE N AMRREEY TR, S T
& IPCC. FHi Al MBI EEN I — RIVE LRI, HE T M TREIZMINH. HEE
IT HARKRE, ¥RIE 7000 BIVFEPEREVE IS SRR . BREDIFELLAR, TR EH - BHF K,
JITEAE 2014 45 11 Hilg, %5 7000 JFa650 A AU bR SS s 8k 2015 4 3 AR, BEEH kS
B e BT, KB 7000 8B EHLR SR 56 2 ML EIRS .

BBt —ACHY I HENLRS “o0” (UMLK 2.4) e BB BT SRR Z 5 B PR35 o
O, FATERCIEITE 6 SERRIE 7000 G H RS “I0” BYOHTRERAREEM, LT
W, EHELRE )2 2.3Pflops, Hh CPU S iH4LfE /) 700Tflops, “KH] Intel MIC & Nvidia GPU [f] it
HHEJIIL 1.6Pflops. REWNAF A EL 140TB, frfif S ARA L 6PB.  “Jn” MY RGN AF
WHE, PR, —IAC T 2014 4F 12 HBNEAT, R Ged)E ok Bk aont F P I
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Befe B R T A el AR AT DR

Kl 2.4 S ol USRS “on”

BB TTERGE RGN HE

(2011-20154F)
80.00% —— 77.05% 76.08%
68.52%
70.00% 63.75%
60.00%
50.00%
40.00%
30.00%
20.00%
10.00%
0.00%
2011 2012 2013 2014 2015
m ERHAE

A 2.5 & BB H R %A T EARAR F (2011-2015 )

20



ChEBEABOBY T R IR )« ZRb

BB ENRZARAMARE (2011-20155)
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FURL RIS E A LG A JLAE Bl AN D, H 24.12%, F2 0 HeE) 2-31, 128-255, 256~511CPU #% 1 512~
1023CPU #ZMLIS, A B ATVENL LG P AF eI, A 0.13%.

(2)  Zrpb

F ORGSRV G AR L RS B 2.8~2.12 FTaR. AT R AR
9 Koy, JHPARMEIEARLE AR 2~127 CPU B HSERUEE, 7 EE AR #0T sl 1 70%; 128 CPU #
DA E VSRS A AR AT 22 43 b BT B 43 vt oy B diz s BRI A3 v (0 SR AT TR SR AL o Bl e s
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