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Figure 1. Optimized structures of graphenes
with sizes n=7, 19 and 37, calculated at the
B3LYP/LANL2DZ level of theory.



B. 777y —h~DKGFD
fEAT R X —

NUB VB (n) OKTT ey B
L7z 220 A F~DKYTDOFES
TRV F—%K 31277, n=1 TIL,
KorFiE C-H B A DGR
F—PNREIVD, BEDEINT S &
NA YA FA~DOFEE T FILF =K
E< b, LinLehn, ez
F—OfERHMEIL, WH TEWVIL, NS
W, 72 & xIE, n=61 IR A AT
FF—(E, 2.0 kcal/mol(C-H HA
ME LV 2.5 keal/mol (A ¥4 F)
ThHY . TOETED, 0.5 keal/mol
ThD,

C. /' 7= InbKRGFDEIELAT

Figure 2. Binding sites of water molecule to

7 A
edge region of graphene. KIS T OHEIEAAF I ABTA LY M
an DIETHHA L, v Ialb—vard
1 I 1 ] I |
yE - -
i Bay site JEJE & LT, 100-1000K & L7=, it
E 251 " A PEWHE LA FIE, 300K T
= e HIE LT, SBICIL, RAA T Y
E 20 [ _———__' ] - R
= f - ADFHNZDONT, #EHiw T b,
- [ C-H site
o 15F | —
z //
f
o 10 ?'I _
= References
£ :
=
& osf -
[1] H. Tachikawa and S. Abe:
1 | 1 | 1 |
00 2 = 4 = & J. Chem. Phys., 126 (2007) 194310

Number of firg ()

Figure 3. Binding energies of H,O to several
sized-graphenes plotted as a function of

graphene size (n).

[2] H. Tachikawa and H. Kawabata:
J. Phys. Chem. B. 112 (2008) 7315.



