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Fig. S1 Comparison of the (a) VUV-MATI spectrum of 2,4-DFP with the FC simulations calculated at the (b) B3LYP, (c) 

CAM-B3LYP, (d) M06-2X, and (e) ωB97XD levels, with scale factors of 0.985, 0.978, 0.971, and 0.975, respectively. All 

calculations were performed using the cc-pVTZ basis set.


