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Q Copper-Catalyzed Alkyl-Alkyl Cross-Coupling Reactions

Using Hydrocarbon Additives: Efficiency of Catalyst and
Roles of Additives

Takanori Iwasaki, Reiko Imanishi, Ryohei Shimizu,
Hitoshi Kuniyasu, Jun Terao and Nobuaki Kambe

J. Org. Chem., 79 (18), 8522-8532 (2014)
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g Chemical Bonding, Point Defects and Positron Lifetimes in FeSi, from First-Principles

Calculations
Masataka Mizuno, and Hideki Araki
The DV-X a Molecular-Orbital Calculation Method 2015, pp 303-323, 2014410H

The chemical bonding and formation energy of Fe and Si vacancies in a, f and y-FeSi,
have been investigated using first-principles calculations. The positron lifetimes of those
FeSi, are also calculated. The bonding and antibonding bands in B-FeSi, are completely
separated, which leads to a gap at the Fermi level in B-FeSi,. In y-FeSi,, the separation is
not perfect and the Fermi level lines in the bonding band. Whereas the formation energy
of a Fe vacancy in B-FeSi, is higher than that of the other phases, it steeply decreases
going from the Fe-rich to the Si-rich condition and shows the lowest value, about 0.4 €V,
at the Si-rich limit. In o and y-FeSi,, the Fe vacancy has a shorter positron lifetime than
the Si vacancy. However, in B-FeSi,, positron lifetimes of the Fe and Si vacancies are
close to each other. This result suggests that it may be difficult to identify vacancy sites
in B-FeSi, by positron lifetime measurement.
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'{J Growth of bulk GaN crystals by the Na-flux point seed technique

M. Imade, M. Maruyama, M. Yoshimura, and Y. Mori
Japanese Journal of Applied Physics, Vol.53, No.5S1, pp.05FA06-1-5, (2014.4).
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Computed multiple tomography for translated field reversed configuration Plasma
S. Yoshimura, S. Sugimoto, and S. Okada
[EEE Transactions on Plsma Science, Vol. 42, No. 10, pp. 2510, (2014).
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Equilibrium surface magnetization of a-Cr,04 studied through interfacial chromium
magnetization in Co/ a -Cr,O4 layered structures

Kentaro Toyoki, Yu Shiratsuchi, Tetsuya Nakamura, Chiharu Mitsumata,
Shotaro Harimoto, Yuichiro Takechi, Takashi Nishimura, Hikaru Nomura,
and Ryoichi Nakatani

Applied Physics Express, 7%, 115, ppl14201(4pp), 2014411H
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Co(II)/Co(I) Reduction-induced Axial Histidine-flipping in Myoglobin Reconstituted
with a Cobalt Tetradehydrocorrin as a Methionine Synthase Model

Takashi Hayashi, Yoshitsugu Morita, Eiichi Mizohata, Koji Oohora, Jun Ohbayashi,
Tsuyoshi Inoue and Yoshio Hisaeda

Chem. Commun, 50, 12560-12563 (2014).
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@__!3’ 1,3-Dicyclohexylimidazol-2-ylidene as a Superior Ligand for the Nickel-Catalyzed
Cross-Couplings of Aryl and Benzyl Methyl Ethers with Organoboron Reagents

M. Tobisu, A. Yasutome, H. Kinuta, K. Nakamura, and N. Chatani

Org. Lett., 16 (21). 5572-5575 (2014).
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