KXc—19

:I—
hY H
K A K E

5

FEmMREMREERX REMEE@FWE) HRBREBSE
k254 5 H 30 HEFE
HEES : 14303
HEIER : EFHAE B
FRZSHART - 2010~2012
EREES 22710088

MRRER (R0
MERES (FEX)

HEREMEMED TH A VIZBITEh—RoF/ Fa—TASBEROFH
Utilization of Inner Space of Carbon Nanotube for Designing
Functionalized Catalysts
MREREKE

A R (YUMURA  TAKASHI)

R T EMiERT - TEFFWEFR - B

MEEEZS : 80452374

MR OBEEE (Fn30) -

AWFIETIE, B—RF ) F 2— T FH TOMERR A HERR 2 BE 92 5 72 % EE LRI 4%
EHETH, EEE, M~ T B v AR ) Fa—T LG, (bHE
1XTF = —T AR A~ES L, EORER, ZZAXRMENEKR L. THOLDOEAXRMWIESREY 7
AR —HRT AN ATHZ b o7, ThbomLakic, "R %) Fa
— 7 NERCHE LB A BRERIOICHEEE L 7-28, Z OHEMA TIRERE S FIEMELIZA S ThWn
Z NGt

WRFERCR O (330 -

In this study, we investigated site-selective functionalization of carbon nanotubes by
means of density functional theory (DFT) calculations. When some of KMnOs add to
nanotube surface, the substituents are arranged along a tube axis, to create large holes.
Such holes have ability to trap metal atoms or clusters. Based on the DFT findings, we
created conceptually dicopper species supported by the inner surface of a nanotube with
such a hole. However, we found that it is difficult to activate Oz molecule by the inner
dicopper species.
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