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ReaxFF Molecular Dynamics Study of Mechanochemical Reactions of PFPE Lubricant Films
on DLC Surfaces in Heat-Assisted Magnetic Recording
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Fig. 1 Simulation model with D-40H molecules confined

between two DLC substrates.
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Fig.2 Chemical structure of end groups of D-40H

molecules.
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Fig. 3 Number of ruptured C—-OH and C—O-C bonds in D-
40H molecules as a function of shear velocity, based
on 10 independent simulations.
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Fig. 4 Probability of dissociation of D-40H molecules as a
function of shear velocity, calculated from 10
independent simulations.

Table 1

Radius of gyration in the x, y, and z directions for

dissociated and undissociated D-4OH molecules

Rex (A)

Rey (A)

Re- (A)

Dissociated

7.0

6.4

23

Undissociated

8.8

6.0

22
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