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I. Supplementary Figure
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Figure S1. "H NMR spectra of 1 and its precursor.
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Figure S2 TD-DFT spectra of 1 and 2 calculated using the B3LYP functional with 6-31G(d) basis sets.  The

experimental spectraof 1 and 2 are plotted against a secondary axis.



I1. Supplementary data
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Acquisition Parameter

Source Type ESl lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 vV Set Dry Gas 4.0 l/min
Scan End 500 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens ] +MS, 1.2-1.8min #{71-97)
x104
2.07 318.0623
1.5
1.0
0.5
] 296.0805 |
—__———————ee,——,——"— ey .1'-.*. ———
280 290 300 310 320 330 340 miz
Meas. miz # Formula Score mfz emr[mba] em[ppm] mSigma rdb e Conf MN-Rule
2960805 1 C15H9BF2N3O 100.00 296.0804 0.1 02 6343 125 even ok
3180623 1 C15H8BF2N3NaO 10000 318.0623 00 0.1 1026 125 ewen ok
3340373 1 C15HBBF2KN3O0 10000 334.0353 -1.0 -30 5697 125 even ok
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 v Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset -500 v Set Dry Gas 4.0 l/min
Scan End 500 miz Set Collision Cell RF 120.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.5min #(32)
et 368.0796
20004
] 346.3335
10004
1 342654 l |J
340 345 350 355 360 365 370 miz
Meas. miz # Formula Score miz erm[mba] emr[ppm] mSigma rdb & Conf N-Rule
60976 1 C19H1IBF2N3O 100.00 346.0961 -1.5 -4.3 6332 155 even ok
3BB0796 1 C19HIDBF2N3NaO 10000 368.0781 -15 432 942 155 even ok

Maldi-Tof High Mass spectra of 1-2



