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Application of calculation systems for catalysis research
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Figure 1. Structural model of MoVO. Mo, light blue; V, gray; O, red;
mixture of Mo and V, light green.

TR0 = H B CARETEE R & B b Lz, ZauE, i
HEH O P 072 R T E AL DS AR L TW D 2 L E Y
FEo TV D, KJRFTEE LA 2 AT 9~ 2 2 L I3 FEME 0 7 T
Tholn, MBEHERIT Y 2T AEFIAT 5 2 L T, JRiTHiEs
{BIZBIT 2 MR A5 2 & H3C & =, Ao R T IS AT 12 B T
Rietveld fig#r 738> % . AN TS HHEEE T L0 HFHH S5 XRD
RE— B G XRD /8 F — 2 & B U e D D 1 E O S 1 i
ERAEET 2 FIETH U, AR AL A HEICBLUE T & Tuviug,
Z D RFTREE AT I W TR S 72y — v L 72 5. Figure 2 (A)IX 45l
SR XD RE L2 RCREED 72 5 MoVO O 7 BB RO
7 v fMFLAFE, Figure 2 (B)IX Rietveld f#HTIC & 0 #5724 MoVO D
WEFVEROCTHE L 7 BRoE#MRR L OE#MREZ /R LTV
L. A O§IE MoVO D HAL K F 2 & O ¥ - B 3 W EE &
(MoyV1101125) 7R LTV 5. 828 4.2 £ TIRARESTWAEIC L 0l
E L7 7 v FLARE L 2027x10% em’ ¢! TH Y, T AU g S
ETANLEEIND TERO I 7 o filLAEM (23.4x107% cm® g')
LIEIFE L. T, SV 420 RIS D LSRR L, 13
NEWENR N2 72572, Rietveld fRHTIC LV G7-HiEET v
MHRE L7 7 BBREERIISOM K & & bICEREMICH K L. L
ML, 7 BEREEEIESH 4.2 F TIHEFRNICHEK L), UKD
SOERIZ X0 BRI 1B R RIS LT, 2 7 m i ALARE O &
7 BBRELENES O MY 22 )8 O BRI S, 5= 42 ECBIHIS h
72 X7 i ALAERE OWANE 7 BEREER O ICHRT H 2 Ly



62

Mol ZTOX DI, AEEOFAREG 2SR R T, AT IC &
VIRNFHEEE PRI 2 ZENARETHY, ENEHRLBOLED
H5ILT, BGOBRICARTE 2 ZLRH oM.

(A)

w
o

C0,(0.33 nm)

N
o

nN
o

C,H5(0.40 nm)

—
o

Micropore Volume /10 em® g’
) o

12 3 4 5 6
8 (Mo,V,,0,,, ) /-

0685

D,

0.66
0.64
0.62
0.60

Diameter /nm

I I R
0 Way W g W w0y W@
o Yei Yo N Yen e Yo

Figure 2. (A) Micropore volume measured by CO,, CH, and C,Hs
adsorption as a function of d. (B) Diameter of the heptagonal
channel in long axis (D;, 024-Ox) and short axis (D,, Os-O27).
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Figure 3. (A) Structural model of MoVCuO constructed by various
characterizations and refined by Rietveld analysis. (B) Structural
model of MoVCuO obtained by structure optimization calculation
using DMol® software.
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