BCC TRANSITION METAL SURFACES:

TRENDS IN WORK FUNCTIONS AND SURFACE ENERGIES
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MOTIVATION

* Ascertain the accuracy of PBE and TPSS in describing surface stablility and relaxation.

* [nspect the possible correlation of surface stability with the packing degree and bulk cohesive energy.

* Assess the accuracy of PBE and TPSS in estimating ¢ values, comprehend the trends of it with respect periodic table series and groups,
and rationalize the ¢ variation from one surface ending to another.
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CONCLUSIONS properties.
* In general, PBE gives less problems than TPSS. o
* An increase of the coordination number causes an increase of the surface stabllity : - m -
because the surface energy decreases. Also cause an increase of work function. g 1.5 —
* The increase of the cohesive energy causes an increase of the surface energy. |
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* This found relationships are general, but not always strictly accomplished. | = -
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* The work function trend Is clear In a series but not on a group. The surface 05— - = . = -~
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