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Figure 7.6 Electron-phonon coupling of S-centered nanocrystals.
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Figure 7.7 Electron-phonon coupling of Cd-centered nanocrystal. Note that
in the current figure there is pictures at 400 K and not one at 450 K.
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Figure 7.8 Electron-phonon coupling of bond-centered nanocrystals. Note
that in the current figure there is pictures at 400 K and not one at 450 K.
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Appendix A

xyzSTATS Output File Types

atoms with m nghbrs extended.txt

Average Bond lengths by bond.txt

Average NNN bond length by time step.txt

Average NN bond length by time step.txt

Average angle by part.txt

Average angle by step.txt

COM all.txt

MDvscomparisonatoms01.txt

NNN Ayres timestep SUBSYSTEM.txt

NNN raw SUBSYSTEM.txt

NN Ayres timestep SUBSYSTEM.txt

NN raw SUBSYSTEM.txt

answer all2.xyz

diffusion.txt

ave pos all.xyz

gr average.txt
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gr raw SUBSYSTEM.xyz.txt

logfile.txt

neighbor info.txt

rad dis MD.txt

rad xi squared.txt
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