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Chemisorption analysis of sulfur-based extreme pressure additives

and metal surfaces by molecular dynamics
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Table 1 Model structure of sulfur additive

CH3-CH2-S-CH2-CH3 CH2=CH-CH2-S-CH2-CH =CH2 Fig. 3 Contact between molecules
Ethyl sulfide Allyl sulfide and iron substrate
CH3-CH2-S-S-CH2-CH3 CH2=CH-CH2-S-S-CH2-CH =CH2
Ethyl disulfide Allyl disulfide
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Fig. 4 Z-axis distance from substrate for metal substrate and closest additive
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Fig. 6 Behavior of sulfur-based extreme pressure additives
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