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Compound Mw C-N BDE? (eV) Y/ T/ Tas® (°C) LY/ E® /| Ed/ Er® (eV)
T4DBFBP 848.9 1.61 138 /286 /493 —5.7/34/ —23/28
T3DBFBP 848.9 1.63 145/330/532 —5.5/3.1/ —=24/2.6
T2DBFBP 848.9 1.75 144 /303 /511 —5.6/3.0/ —2.6/2.7
TIDBFBP 848.9 1.43 149 /290 / 465 —5.9/32/—27/29

a) Calculated by Gaussian 09 at the URB3LYP/ 6-31G(d) level of theory to evaluate the BDEs for the anion states. b) Measured by a DSC.
¢) Measured by a TGA. d) Obtained from a photoelectron yield spectroscopy (PYS). e) Taken as the point of intersection of the normalized
absorption spectra. f) Calculated using /, and E,. g) Calculated by Gaussian 09 at B3LYP/ 6-311G+(d,p)// B3LYP/ 6-31G (d).
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