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Table S1 Bond-order cutoffs for various atom pairs used in the algorithm of molecule recognition

C H O N Si

C 0.55 0.40 0.60 0.30 0.40

H 0.55 0.40 0.55 0.40

O 0.65 0.40 0.55

N 0.55 0.40

Si 0.55
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Figure S1. Comparisons of ReaxFF and QM energies for Si－C (a-b), Si－O (c-d), and Si－N (e-f) 

bond dissociations.



Figure S2. Comparisons of ReaxFF and QM bending energies for Si－O－C (a), O－Si－C (b), 

C－Si－C (c), and Si－O－N (d) angles.


