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Development of large-scale transport calculation code using real-space

finite-difference method

/NEF fa
LK FEH ARSI e o & —

1. WFZEEHY

THEOEBEM O LIk, B A— VA — LV OEEREER L, Z O
&, ERE, BEREERM CEFHT L 2 ERFRRIZRS TS, ZOX IR
r— VOB A PR - HIET 5121%, ) AL TOWE OB R O HAR
FEANCESEHMIT A2 ENEETHLZ LTSI ETHLRY, EZAN, BEDT
7' —FIFERBRIC L RERAIHIBI L CWO A REBR A 2o 217> Tk b, &
DWNERD A T3 = X LRG3 > TOIRWGE R Z N, 2O & 5 IZFERIFFED 7 TIEH
BT D Z L NREEA RIS KT L, BRI TR 2 THERFHRIC X 0 £ Bign3 72
HEZIDDNENINEDA I =X LEHENIT L2 ENATEUR, TOIEH, F
JROFREMEN S BIZIEBHIET TH D, AR TIX, B HEIREE - Bkt
Va2 b=y a OO OEERESIECE ST B LWERTFIELS L OIS
W/oEHR 22— R RSPACE DB - R L, #i7c2 T/ 7314 ZADBRARBITIEMT 5 2
EEHBE LTS,

2. WHERRONE
Rk 29 ARV, FERRISE T NV —T L)1 Lo T —F 31 A SiC/Si02 S D i
TREE DRI & . RSPACE O HHEIZ AW D BB A OS% B 217> 72,
SiC/Si0 FL T/ T —F AL ZHABRTHEINTWALOD, v U 7TREREIENME
WZ ERFERBICIAIT IZBRE & 72> T D, JERBEIA O 72 D12 fLf i -15E - 71k
e L v U 7 EEERE O MLETH H 23, SiC/Si0:2 Fifld Si/Si02 fm &k v &5
B - BHRT— 2307 JRAREEOHIFIZ L Eo TV R, K7rv =2 T,
ZRE BRI OT — 2 A L, FHREERE - BRI ROE T VISR D
SR FREE DB LTV, ET A ZAREICBIN D Th A 5 Fillf FE o< >
MR LT,
WENBARE A LTI, BUEARRERN CEMO —b 7 v v REZFHE T2 2 L1
WHTH D, TOTH, EATH EENTHED LAEKRT Lo\ x vy MED


17a23


PO RHRBE e o 2 — PRk 2 9 SRR IRERIA s

HEFET D HESHNLNED, BREOFFERBENME T T 5 2 ENHE ST
Do ATy =7 MCIE, EAKRE AW BEFHFEICHWS B =R X—DFE
EDOBFE & # B OB 72 RS, 72 O ONTHEEITIE &R0 T S L < IR
TLHEAR B MEOBREERL AL EE T Z &R BRELFHET 2 HIEOH
HEAToT,

3. FEKFEFIHE LCERMLZER
R B EES LI RS, W8 O EBRDO AR =B L 2w, K&k
FRETANDMLETH D, £io, WEIREEEES AW 285 B0 I RBUL 2 0T HIG A
WHE LT 5728, scalapack W WHIFHHENMEATH 5, ARREIL, FEEIHFE
FMICE Y, COMA DR — R TE DB oNZbDTH D,

4. SHORE
Rk 29 I B SiC/Si02 DS HER FHEIEIT ) L, B L7 B BEEEA I
L D8RR EE T, REOFE S &5 U 7T BERHEOMT 2170, SiC/Si0:
REOX v VT BHERT A D =X LEMHT 5L L bID, FEEMESEE WS
— R REHE O AN ERT,

5. BRIFER

(1) “FframsC
K. Takagi, T. Ono: First-principles study on leakage current caused by oxygen
vacancies at HfO2/Si0O¢2/Si interface, Jpn. J. Appl. Phys., accepted.
S. Tsukamoto, T. Ono, S. Blugel: Improvement of accuracy in the wave-function-
matching method for transport calculations, Phys. Rev. B 97 115450 (2018).
T. Ono, C.J. Kirkham, S. Saito, Y. Oshima: Theoretical and experimental
investigation of the atomic and electronic structures at the 4H-SiC(0001)/SiO2
interface, Phys. Rev. B 96 115311 (2017).
S. Iwase, Y. Futamura, A. Imakura, T. Sakurai, T. Ono, Efficient and Scalable
Calculation of Complex Band Structure using Sakurai-Sugiura Method, SC '17
Proceedings of the International Conference for High Performance Computing,
Networking, Storage and Analysis 40 (2017).

(2) FaFE
T. Ono: Density functional theory calculation for interface electronic structure
of SiC power electronic devices, EMN Meeting on Quantum, (June 18-21, 2017,
Vienna, Austria) (Invited).

T. Ono: DFT calculation for electronic structure and carrier scattering property



PO RHRBE e o 2 — PRk 2 9 SRR IRERIA s

at SiC-MOS interface, European Advanced Energy Materials Congress, (March
25-28, 2018, Stockholm, Sweden) (Invited).

i LA AR Risy Y v — 2
2O LRIy JBINEL 5y
HA-PACS/TCA
COMA O 82500 20625
Oakforest-PACS O 320000
XY Y —RZONWTIL / — REFffEZ ZRE AL T2 &0,




