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Why gold is the noblest of all the metals
B. Hammer & J. K. Norskov, Nature 376 (1995) 238-240
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Electronic factors determining the reactivity of metal surface
B. Hammer, J.K. Narskov, Surface science 343 (1995) 211-220.
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iy, ROTRANA b, Li4AUEMM, BREEF MM, R L

Prediction of solid oxide fuel cell cathode activity with first-principles descriptors
Y.L. Lee et al., Energy Environ. Sci. 4 (2011) 3966. SOFC EBAB;E D F 8|9 5 5CibF

Effects of d-band shape on the surface reactivity of transition-metal alloys
Hongliang Xin et al. Phys. Rev. B (2014). d/\> FEIKAEEREORGHEICE X 552E

Descriptor of catalytic activity of metal sulfides for oxygen reduction reaction
H. Tao et al. J. Mater. Chem. A (2018) . BRIL¥IDORRYFEZ FRIT HEEBF (Sp/NU F)

Factors Governing Oxygen Vacancy Formation in Oxide Perovskites
R. B. Wexler et al., J. Am. Chem. Soc.143 (2021) 13212—-13227. B RIBAE R X E I S EF

Subnanometric Ru clusters with upshifted d band center improve performance for
alkaline hydrogen evolution reaction.

Hu, Q. et al. Nat Commun. 13 (2022) 3958. d/\> KL D MZ K BKFERRIGDHE
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Calculations
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- ZE N3 % (Density Functional Theory, DFT)
s IRINF—EZEFEEDfo DNERMEALT
- VASP (Viena ab-initio simulation package)a— F
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Revised PBE**;/.E8 %t % | FH

- PDOS (Partial density of state)
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Experimental
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http://www.spring8.or.jp/en/news_publications/press_release/2009/091001/
*R. Kasada, Y. Ha, et al. Sci. Rep. 6 (2016) 25700.
*C. Park, T. Nozawa, et al. Fusion Eng. Des. 136 (2018) 623-627. ﬂ
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