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Figure S1: Comparison of the ReaxFF and DFT bond dissociation energies for the following

bonds: a) Si-O, b) Si-CH3, ¢) C-CH3, and d) Si-Vinyl.



40 ——REAX —e—QamM

S ]

Relative Energy (kcal/mol)
~
@
Relative Energy (kcal/mol)
]

115 125 135 145 155 165 175
Si-0-Si Bond Angle (degree)

—#-REAX —8—QM
4 35
35
30
3
2
2
z
1
15
1 10
[ 5
o 0
%0 100 110 120 130 140 150 160

0-5i-0 Bond Angle (degree)

¢) ® d) 4

Relative Energy (kcal/mol)
&
Relative Energy (kcal/mol)

—#—REAX —e—am s —=—REAX —e—QM
25
30
20
25
20
21
10
10
5
5
2 -
120 130 140 150 160 1 80 90 100

70 80 90 100 110 70 70 110 120 130 140 150 160

C-Si-C Bond Angle (degree) 0-5i-C Bond Angle (degree)

Figure S2. Comparison of the ReaxFF and DFT bond angle distortion energies for the following
bonds: a) Si-O-Si, b) O-Si-0O, c) C-Si-C, and d) O-Si-C.




