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Figure S1. The optimized geometries of all species in the reaction of NF; + OH with

additional water molecule. The distances are in A.
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Figure S2. IRC results of W2-TS1.
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Figure S3. IRC results of W2-TS3.
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Figure S4. The bond length comparison of selected species optimized at the level of

®B97XD/aug-cc-pVTZ(black) and MP2/aug-cc-pVTZ(red) methods.

4. Optimized Cartesian coordinates.
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