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Fig.1 Schematic figure of experimental setup.
The distances shown in the figure are (a)l0,
(b)300, (c)500, (d)10, (e)260, (f)483, and (g)250
pm, respectively.
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Fig.2 Density contours of the results. (a)without
Au cones, (b)with first Au cone, (c)with first and
secondary cones. z axis corresponds to cylindri-

cal axis.
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DELI DT EBATERND,

Surface structure Work function
[eV]
(100) : La-O surface 2.4
(100) : Fe-O surface 4.8
(110) : LaFe-O surface 3.3
(110) : O surface 7.0
(111) : La-O surface 4.1
(111) : Fe surface 3.5

Table 1. Theoretical estimation of work
functions of surfaces of LaFeOs. The values
are given by the GGA calculations using the

plane-wave expansion method.
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Fig. 1 ITRT 2 o0ELX /(. 22Tk, £ b
% (a) bridge site & (b) hollow site EFESZ &

(29 5,

(b)

Fig. 1 Optimized atomic positions of an

adsorbed oxygen atom on a PdO thin film
of a (\Exﬁ)RZT’ structure on a PD(100)

In (a),

(yellow circled) is at a bridge site, while in

surface. the adsorbed oxygen
(b) the extra oxygen is at a hollow site. In
(), a green-circled atom forms a new
bonding with a palladium atom of the Pd

substrate.

INHDOREE L FDOT RV F NS . IRODIE
RRFRETH D, 7. WEOFME LT, bridge
site HEETIZ. & B EDPAO R FICEEREL Th D
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EORARIIZ G 5 — T Al RE 7R A (LB 2
%, —J. hollow site i, 4 BNLD Pd & 2 FEALD
Pd B ALEICHY L, 2 ZICREREBEDNRAET
5ZLT, bEbHEMBEZML TR HEFL
1) DfF DM TR LIZ b D)DFEREH > T, ZD
M IITPA RIS £ D Pd & OFEE Z #7210
BEEDH, EWOMRRSLZENERTEND, =
FIVF —HIIZIE bridge site 23 3.9 mRy IZELE &
o TNBTZD, BEDPEDRKEDO—DEEZ LN
% hollow site WeFITA CITK WS, +IC AL
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BT RO LD BRGNS AZZZ DT LITXD,
N,O 22D DERZENEE L . 5l EHEWTE Z 5 Co DfgMk
DARETH D0 ERaT LTz,

N,O+(PdO), / Pd — N, +(Pd0),0/ Pd
CO +(Pd0),0/Pd — CO, +(PdO), | Pd
IO DRISIEFED FUGEE Table 2 12T, ik
DIEPEFERE DHEE 72 E A5 RITIR > TV D RETNA N
HDHM, ZOFEEIL. D2 ODORSITER LT
IHZEICE-T, BEMICELIDZEEZRLT
Wh, 7272 L, FRPREBICEB W T, BROBIEEN
ER VXA, CO DB RIFEZ 22 1 FuE K

JEAMEILT D ERBZHND,

Oxygen site | Reduction of | Oxidation of CO
N,0 [Ry] [Ry]

Bridge 0. 096 0.204

Hollow 0. 092 0.208

Table 2. Theoretical estimation of reaction
energy for N20 reduction and CO oxidation

on a PdO/PD(100) surface.
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