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Phonon calculation provides useful information for investigating variety of
properties of materials, such as phase transition, thermal and mechanical characters. The
phonon frequency and zero point energy were studied for the adsorption of hydrogen on
the missing row platinum (110)-(1x2) surface using the first principle calculation. Via the
calculated information of phonon, the most stable sites of H interaction on Pt surface have

been showed by Siesta software calculation.
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Tinh toan phonon cung cip thong tin hitu dung cho viéc nghién ctru cac tinh chét
vat liéu, nhu 1a sy chuyén pha, ddc tinh nhiét, dac tinh co. Dao dong phonon va nang lugng
diém khong da duoc nghién ciru cho sy hut bam cia hydro trén bé mat bach kim khuyét
diy (110) str dung tinh toan nguyén ly ban dau. Thong qua dit liéu phonon dugc tinh, cac
vi tri bén vimng nhét cua H lién két trén bé mat Pt da duogc chi ra bang cach sir dung phan

mém tinh toan Siesta.
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