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All NMR spectra were acquired in chloroform.

Figure S1. '"H NMR spectrum of compound 1, at 500 MHz.
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Figure S2. 3C NMR spectrum of compound 1, at 125 MHz.
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Figure S3. HSQC NMR spectrum of compound 1, at 500 MHz.
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Figure S4. ''B, '’F NMR spectra of compound 1, at 160 and 470 MHz respectively.

73 72
f2 (ppm)

—-0.075
—-0.256
—-0.434

-
wn
-
=)
o

T N\ 411.145
~-411.207
_--411.268
-411.330

T T T T
-410.8 -411.0 -411.2
f1 (ppm)

-411.4

-411.6

ri1s

r120

122

124

126

128

130

132

ri34

136

138

140

142

144

f1 (ppm)



Figure S5. '"H NMR spectrum of compound 2, at 500 MHz.
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Figure S6. '3C NMR spectrum of compound 2, at 125 MHz.
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Figure S7. HSQC NMR spectrum of compound 2, at 500 MHz.
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Figure S8. ''B, 'F NMR spectra of compound 2, at 160 and 470 MHz respectively.
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Figure S9. From top to bottom: fluorescence emission spectra for compounds 1 and 2
exciting at the respective long wavelength value (A); excitation spectra for 1 (B) and 2 (C)
at the short and long wavelength emission band.
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—— 2: Excitation at 375 nm in Methanol

2: Excitation at 572 nm in Methanol
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Figure S10. Computed UV-Vis spectra for 1 and 2 at TD-DFT: PBE0/6-31+G(d,p)/PCM-
Methanol.
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Table S1. Estimated coefficients yy, asa, bsp, csp and dsgp for Vg, Vem, and A 7 (cm™') and multiple
correlation coefficient (») for regression analysis of compound 2 in 16 solvents according to the

Catalan solvent parameters {SA, SB, SP, SdP}.

Observable y, (cm™) asa bsp Csp dsap r
Vabs 32278 £314 -193 £149 -82 + 143 -612 + 447 48+ 113  0.701
Vem 28608 £215 -75+102 -125+97 -1256 £ 305 24677 0914

Av 4900+ 776  670+£369 -224+353 -1128+1104 379+280 0.742




