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Figure 7.5: Snapshot of SAM surface in the presence of the total number of CL
counter ions.

Figure 7.6 illustrates the findings, which indicate a prominent peak located at
z = 2.3 nm for S-SAM and two peaks for M-SAM. These peaks correspond to the
region close to the terminal group of SAM ligands.

Figure 7.6: Number density analysis for both systems.

According to the definition of number density, the quantity of CL ions has been
computed: a layer in the vicinity of the ligands has been formed by 217 CL ions and
432 CL ions for the Mixed and S-SAM, respectively.

Figure 7.6 demonstrates that the peak of the S-SAM appears slightly right-shifted
compared to the peak of the M-SAM. This discrepancy arises from the fact that the

Supplementary Information (SI) for Nanoscale.
This journal is © The Royal Society of Chemistry 2025


