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Abstract: A first-principles electronic structure calculation is performed to explore stability and electronic
structure of P‘[13 cluster adsorbed on carbon supports. The stability of Pt13 cluster on carbon nanotube
supports has enhanced significantly, compared with that on graphene support. Charge re-distribution among
Pt atoms takes place. Electronic structure of carbon supported-Pt cluster exhibits metallic characteristics,
similar to a Pt metal surface. ?? 2008 Elsevier B.V. All rights reserved.

Author Keywords: 61.46.-w; 61.46.Fg; 73.22.-f; Carbon nanotube; First-principles calculation; Platinum
nano-cluster

Index Keywords: Carbon; Carbon clusters; Carbon nanotubes; Electronic properties; Electronic structure;
Nanoclusters; Nanocomposites; Nanostructured materials; Nanostructures; Nanotubes; Platinum; Platinum
metals; Solid state physics; 61.46.-w; 61.46.Fg; 73.22.-f; Carbon supports; First-principles calculation;
Graphene; Metal surfaces; Metallic characteristics; Pt atoms; Pt clusters; Structure calculations; Platinum

compounds

Year: 2008

Source title: Computational Materials Science

Volume: 44

Issue: 1

Page : 163-166

Cited by: 5

Link: Scorpus Link

Correspondence Address: Chi, D.H.; School of Materials Science, Japan Advanced Institute of Science and

Technology, 1-1 Asahidai, Nomi, Ishikawa, 923-1292, Japan; email: dam(@jaist.ac.jp

ISSN: 9270256

CODEN: CMMSE

DOI: 10.1016/j.commatsci.2008.01.061

Language of Original Document: English

Abbreviated Source Title: Computational Materials Science

Document Type: Article

Source: Scopus

Authors with affiliations:

1. Cuong, N.T., School of Materials Science, Japan Advanced Institute of Science and Technology, 1-1 Asahidai, Nomi,
Ishikawa, 923-1292, Japan

2. Fujiwara, A., School of Materials Science, Japan Advanced Institute of Science and Technology, 1-1 Asahidai, Nomi,


http://www.scopus.com/inward/record.url?eid=2-s2.0-54049147775&partnerID=40&md5=5bba84d331dc755b59282f2c95d49cc8

Ishikawa, 923-1292, Japan

3. Mitani, T., School of Materials Science, Japan Advanced Institute of Science and Technology, 1-1 Asahidai, Nomi, Ishikawa,
923-1292, Japan

4. Chi, D.H., School of Materials Science, Japan Advanced Institute of Science and Technology, 1-1 Asahidai, Nomi, Ishikawa,
923-1292, Japan, Faculty of Physics, Hanoi University of Science, 334 Nguyen Trai, Thanh Xuan, Hanoi, Viet Nam

References:

1. Raimondi, F., Scherer, G.G., Kotz, R., Wokaun, A., (2005) Angew. Chem. Int. Ed., 44, pp. 2190-2209

2. Stamenkovic, V.R., (2007) Science, 315, pp. 493-497

3. Frackowiak, E., Lota, G., Cacciaguerra, T., Beguin, F., (2005) Electrochem. Commun., 8, pp. 129-132. , and references

therein

Kongkanand, A., Vinodgopal, K., Kuwabata, S., Kamat, P.V., (2006) J. Phys. Chem. B, 110, pp. 16185-16188

Kim, Y.T., (2006) Angew. Chem. Int. Ed., 45, pp. 407-411

Hakkinen, H., Abbet, S., Sanchez, A., Heiz, U., Landman, U., (2003) Angew. Chem. Int. Ed., 42, pp. 1297-1300

Tian, N., Zhou, Z.Y ., Sun, S.G., Ding, Y., Wang, Z.L., (2007) Science, 316, pp. 732-735

Zhang, J., Sasaki, K., Sutter, E., Adzic, R.R., (2007) Science, 315, pp. 220-222

Stamenkovic, V.R., (2007) Nat. Mater., 6, pp. 241-247

10. noteOzaki, T., (2003) Phys. Rev. B, 67, p. 155108

11. Ozaki, T., Kino, H., (2004) Phys. Rev. B, 69, p. 195113

12. Ozaki, T., Kino, H., (2005) Phys. Rev. B, 72, p. 045121

13. Perdew, J.P., Burke, K., Ernzerhof, M., (1996) Phys. Rev. Lett., 77, pp. 3865-3868

14. Troullier, N., Martine, J.L., (1991) Phys. Rev. B, 43, pp. 1993-2006

15. Blochl, P.E., (1990) Phys. Rev. B, 41, pp. 5414-5416

16. Junquera, J., Paz, O., Sanchez-Portal, D., Artacho, E., (2001) Phys. Rev. B, 64, p. 235111

17. Soler, J.M., (2002) J. Phys.: Condens. Mat., 14, p. 2745. , and references therein

18. OpenMX webpage. Available from: Wen, F., (2005) Appl. Organometal. Chem., 19, pp. 827-829

19. Pulay, P., (1980) Chem. Phys. Lett., 73, pp. 393-398

20. Okamoto, Y., (2006) Chem. Phys. Lett., 420, pp. 382-386

21. Lu, X., Chen, Z., (2005) Chem. Rev., 105, pp. 3643-3696

22. Chi, D.H., (2006) Chem. Phys. Lett., 432, pp. 213-217

23. Maiti, A., Ricca, A., (2004) Chem. Phys. Lett., 395, pp. 7-11

24. Hammer, B., Morikawa, Y., Norskov, J.K., (1996) Phys. Rev. Lett., 76, pp. 2141-2144

Download Full Text: 0436.pdf

o =N ok


http://tintuc.vnu.edu.vn/upload/scopus/0436.pdf

