[2R2 Exflsks U H—FURI Y

Science Tokyo Research Repository

Od/dodn
Article / Book Information

oo@ao) XpsOooouoooogooobbodooooooboooooad
ERERE

oo@o) godo,bboug,gooo,uuagao

Authors(English) Hiroyo Segawa, Tetsuji Yano, SHUICHI SHIBATA, masayuki yamane
oo@o) O0000oOoobgi9e8nooooon, Vol., H27, pp. 397
Citation(English) , Vol., H27, pp. 397

000 /Pub. date 1998, 3

Powered by T2R2 (Science Tokyo Research Repository)


http://t2r2.star.titech.ac.jp/

A1 S D
1998 4F 44>

Annual Meeting of The Ceramic Society of Japan,1998

#*E TR K

199843 H29H (H) ~31H (k)
TEITEREZERERE (BEEH)

8] #FEAN BARET Iy 2 24



H 27
XPSHIER R FHEHENDRZT ALY Y B
H 7 A DILEREEIRE
CRRTERY) O#IENR - REFEF - 5£BE— - ILREZ

Chemical Bonding States of Alkali Phosphate Glasses by XPS and Molecular Orbital Calculations /
H.Segawa, T.Yano, S.Shibata, M.Yamane (Tokyo Institute of Technology) / Ab initio molecular orbital
calculation of density functional method was applied to investigate chemical bonding state of phosphate systems.
Two types of clusters, H,P,O;R, and H,P.O;;R; (R=Li and Na), were employed as the models of the local
structure of alkali phosphate glasses and the relation between orbital energy and measured photoelectron spectra
were discussed.
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Fig.1 Cluster model, H,P40,3Li4 HE
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