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S1. Selected molecular orbitals for BD-Ph as calculated by DFT and B3LYP and the
6-311G ™" basis set.

S2. Selected molecular orbitals for BD-1Fo as calculated by DFT and B3LYP and the
6-311G"" basis set.

S3. Selected molecular orbitals for BD-1Fm as calculated by DFT and B3LYP and
the 6-311G™ basis set.

S4. Selected molecular orbitals for BD-1Fp as calculated by DFT and B3LYP and the
6-311G ™" basis set.

S5. Selected molecular orbitals for BD-2F as calculated by DFT and B3LYP and the
6-311G " basis set.

S6. Selected molecular orbitals for BD-3F as calculated by DFT and B3LYP and the
6-311G " basis set.

S7. Selected molecular orbitals for BD-5F as calculated by DFT and B3LYP and the
6-311G"" basis set.

S8. Comparison of the HOMO-LUMO gap for BD-Ph (1), BD-1Fo (2), BD-1Fm (3),
BD-1Fp (4), BD-2F (5), BD-3F (6) and BD-5F (7).

S9. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-2F in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.

S10. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-1Fp in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.

S11. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-3F in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.

S12. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-1Fm in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.
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S1. Selected molecular orbitals for BD-Ph as calculated by DFT and B3LYP and the
6-311G ™" basis set.
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S2. Selected molecular orbitals for BD-1Fo as calculated by DFT and B3LYP and the
6-311G " basis set.



Electronic Supplementary Material (ESI) for RSC Advances
This journal is © The Royal Society of Chemistry 2012

LUMO -0.108
A
AE=2.99 ¢V
A 4
HOMO 0218

S3. Selected molecular orbitals for BD-1Fm as calculated by DFT and B3LYP and
the 6-311G " basis set.
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S4. Selected molecular orbitals for BD-1Fp as calculated by DFT and B3LYP and the
6-311G " basis set.
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SS. Selected molecular orbitals for BD-2F as calculated by DFT and B3LYP and the
6-311G " basis set.
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S6. Selected molecular orbitals for BD-3F as calculated by DFT and B3LYP and the
6-311G " basis set.
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S7. Selected molecular orbitals for BD-SF as calculated by DFT and B3LYP and the
6-311G " basis set.
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S8. Comparison of the HOMO-LUMO gap for BD-Ph (1), BD-1Fo (2), BD-1Fm (3),
BD-1Fp (4), BD-2F (5), BD-3F (6) and BD-5F (7).
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S9. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-2F in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.
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S10. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-1Fp in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.
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S11. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-3F in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.
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S12. Effect of applied pressure on the uncorrected fluorescence spectra recorded for
BD-1Fm in dilute methylcyclohexane. Insert shows the change in relative peak area
with respect to the applied pressure.
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