1ETSA FABEREE ZBIERELOBERRCET
LEFLEHE
(RIMKRREI=) OFFEE - ZHEE - IMAAS

(Bl 1€ 7 4 NI/ A=AV A XOMAEETHF 2 —TRKWETHD. ZOWEIL,
HIFLNBEICTFET 2 KRR ZFIH L C CO, 2WAET HHENZA LTV DH[1]. Z ORAEREITHMAL
WNIEICAFET DK T ORI L > TEAEIND Z E L ERMICHEIN TS, LHLLAET
DEZAH, ZTOWEAN=ALTHALNITR > TR, £ 2 CAFETITEHEFEHEE AW
TAEITTA M TBILREND ED L HITRAEINDIDEFHRIZ. IBIZ, ZOREA =
ABDBKRGFOIFETED LI ITHBEEZ T 2 b~

[BHE B ] AR TN 8BOASME160A ZHTHA4EIF 4 ~ AM) % ALIHEE R S1F%
ANWTET L. 2=y bE/IE AlaoH40070Si10 225725, 20O IM EF /LRNERIZ—D
» COz2 43 & B A, E1LFEHE (PBE HLEIXD 12 L0 it 217> 72 (CO@IM). =
2T COz WHEIZBIT DD FORKENZHFHRD 70, n HOKGF%2 CO@IM (A L 7=k
TOEL BT 72 (nH20-CO2@IM). FJEBI% & LTk 1, “LRFELAETITT A FNNED
DRI 6-31G** KK, ZOMODFETIZ 3-21G HKIEZE U 7z,

[FEE - ZEER] BEHLFHREEZITY 2 & T, CO@IM Dbt 21572, Z OfEICB VT,
COz IFAKEEI & ORICAZEFES F 4K LTV
5. ZOW, ZEATFLF—1T -3.8 keal/mol
ThHD. I nH20- CO@IM DHEEIT DU
THEBROIT 21T ->7-. K 1(0) 2%, CO2
' IM & oMEERIZBIT 2 REZ X
—NEFEINDKS O (0 OB%KE LT
IRENTWD. ZOKEY, KON 3 LA
TOYE, BEDESNIREL DI LN
DinD. ZOREITAETITT A NNEBICIEE
T AHIEM KD & CO2 5+ EAMEMRT S
ZLIZE¥ET B, —F, 4H20: CO@IM D
A, AEITTA4 FHERIZ CO2 WREEIIFIET
XN NS oT. TOFEMEEIL, A E
FTA b & CO» & DEEAAR AR D H Fie 1 (@ SHO. COMIM fi i
KO TFOIFHEI L VRO END T & R LT (b) 2 HaO- COBIM Pl e St e
VN

[

&

IS
@

% R A A ¥— (keatimel)

&

&

7
[1] 2 4
™ HOXRITFOM ()

&kl [1]Ackerman, W. C. et al. Langmuir 1993, 9, 1051.

Quantum chemical calculate on interactions of carbon dioxide with inner surface of imogolite tube
S.ITO, T. YUMURA, H. KOBAYASHI (Kyoto Institute of Tech., yumura@chem.kit.ac.jp)

We investigated interactions between inner surface of imogolite and carbon dioxide by means of quantum
chemical calculation. As a result of the quantum chemical calculations, we found that carbon dioxide
inside imogolite is stabilized through hydrogen bondings. In addition, the stabilization energies are
substantialy enhanced by the existence of adjacent water molecules. The enhancement is due to additional
formation of hydrogen bonds between carbon dioxide and water molecules. Accordingly we found that
small amount of water molecule is important to stabilize carbon dioxide inside imogolite.



