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Table S1. Bond order cut-off values for different atom pairs.

C H @) N Si

C 055 040 0.80 0.30 0.30
H 055 040 055 0.30
0] 0.65 0.55 0.30
N 0.45 0.30
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Figure S1. Evolution of the system pressure during constant temperature simulation of 8

times volume expansion over 20 ps.
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