18a-PB3-31 EROEGAMEBL ANUSLMHE RS HEFRHE (2019 I EAZE HLIFF>/5R)

FE—RIEFHEICE 5 Na-GaFlRF D N-N, C-C & & U C-HiEERED
iy
First-principles analysis of N-N, C-C, and C-H bonds in a Na-Ga melt
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[1]. AREFETIECHMNa 7 T v 7 A3 & B GaN EICE U Tlo B 27 1/ (N-N, C-C,
C-H) DFEEIZDWT, Na-Ga @i TOME T AN F — & T ORESIREZ R,

HEAE  IICIE RS FEI LY 7 0 75 L “STATE-Senri”[2] % A\ 7z, £ 54 D JH -+ 0>
572 % Na ¥ 721% Na—Ga (Na:Ga ~ 4:1) @iz —#d N-N, C-C 72X C-HFEZEOFHAET
TRV, EElOR RIS AR R U72RET, 1073K T10ps DR FEIHFEY I 2L —
v a v %{7o7z. Bluemoon ik [3] Z HHWTHHIT RV F—ZALEFFHN, ZOMRPSEEDE -
DRI MEIIRIEVEAL T RV X — 2 RO 7=, F 7S D BERE T — & % I\ CIRIBES T % 17
W, FESIREBOZLE .

BRBELUVER ZITIECHMADHRZRT. X 11% CH T H#fREH T 5 HHET
WX —ZERLTWS., ZOMERLS, EO I BELRTENLT X V¥ — (Ep) 1 Na @l
HTIX 1.97 eV, Na-Ga@liiH Tl 1.34eV TH B Z A3 o7z. CHy BIATOD C-HFEH T
VX —%EHELEZEIA45TeV TH->7=DT, Naflilid & O Na-Ga @i+ Tl C-H & 130
FRLUP TR o TWDZ WD o7z, IRIZ Na @l & D Na-Ga @i O i B3 T 2L ¥ —
NS WHLH 2 PR B 720, C-H 5 FRIEEEEAY 1.8A DIFEIZ DWW TIRIEB SR 217 - -5 1 %
M2 1ZRT. ZOFERDS, Na-Gafliih TIZC L HOMAICHET A —7ENBALTED,
C-HEMNH/E->TWB I W RI N,
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1: Free energy profile as a func-

. . . 2: Atomic orbital local density of states for C and H atom
tion of C-H interatomic distance.

The energy at the C—H distance of using (a) the Na melt and (b) Na-Ga melt models. The Fermi

o level is set to zero. The C—H distance is 1.8 A.
3.5 A is set to zero.
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