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Supporting Information

Table S1. Comparison of the calculated rate constants (in cm® molecule™! s~ x 10713) for the HF

formation on the LWAL, CSZ, FXZ and SW PESs as a function of temperature.



T(K) LWAL CSZ FXZ SW
This Work | This Work | This Work Ref.! | This Work Ref.?2 Ref.3
10 .630 .837 470 2.51
20 .849 .944 524 2.36
40 3.68 3.64 2.19 4.99
60 8.52 8.54 5.91 11.7
80 13.0 13.2 9.83 19.8
100 17.4 17.7 13.7 13.7 27.9 28.7 27.1
120 22.2 22.6 17.9 17.9 35.8 36.4 354
140 27.8 28.3 22.8 22.8 44.0 44.3 439
160 34.5 35.1 28.7 28.7 52.7 52.6  52.9
180 42.1 42.9 35.5 35.5 61.8 61.4 62.2
200 50.6 51.5 43.1 43.1 71.4 70.7  72.0
220 59.7 60.7 51.5 51.4 81.5 80.3  82.2
240 69.2 70.4 60.4 60.2 91.8 90.1  92.7
260 79.1 80.5 69.8 69.4 102 100 103
280 89.2 90.8 79.4 78.8 113 110 114
300 99.5 101 89.4 88.3 124 120 125
320 110 112 134
340 120 122 145
350 125 127 150 152




Table S2. Comparison of the calculated rate constants (in cm® molecule™! s~ x 10713) for the DF

formation on the LWAL, CSZ, FXZ and SW PESs as a function of temperature.

T(K) | LWAL CSZ FXZ SW

This Work | This Work | This Work Ref.! | This Work Ref.?2 Ref.3
10 067 .099 065 469
20 077 .099 .066 423
40 155 177 122 .600
60 391 418 292 1.12
80 1.00 1.03 735 2.28
100 2.24 2.28 1.67 1.67 4.39 4.3 436
120 4.31 4.36 3.29 3.29 7.63 76  7.61
140 7.30 7.36 5.71 5.71 12.0 11.9 119
160 11.2 11.3 8.99 8.99 17.4 173 174
180 16.0 16.1 13.1 13.0 23.7 23.6  23.7
200 21.5 21.6 17.9 17.8 30.8 30.6  30.7
220 27.7 27.8 23.4 23.3 38.5 38.2 383
240 34.4 34.5 29.4 29.2 46.6 46.3  46.3
260 41.5 41.6 35.9 35.5 55.0 54.6  54.6
280 48.9 49.0 42.7 42.1 63.5 63.1  63.1
300 56.5 56.5 49.8 48.9 72.2 1.7 717
320 64.1 64.2 80.6
340 71.8 71.9 89.4
350 75.7 75.7 93.6 93.4
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