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Ab-initio analysis of adsorption properties and reactivity of sulfur- and phosphorus-type extreme

pressure additives on an iron surface
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Fig. 2 Reaction paths of sulfur- (a) and phosphorus- (b) S-type o type
type additives. The geometries of initial states Dissocitaed bond
(1), transition states (1I') and final states (IIl) Fig. 3 Activation energy of decomposition reactions
are shown from left to right.

of sulfur- and phosphorus-type additives
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Fig. 4 Atomic composition of tribofilms formed by (a)sulfur- and (b)phosphorus-type additives
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