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Table S1.Cartesian Coordinates of the B3LY P/6-31G* Optimized Geometry of Epicocconone

Neutral (fig. 9)

HF = -1416.198075, Nimag = 0
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Anion (fig. S1)
HF = -1415.6347806, Nimag =0
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Table S2. The B3LY P/6-31G* optimized geometrical parameters of epicocconone

Neutral Anion
Bond angle (in degree)
12-9-10 112.33 112.50
16-12-8 107.81 107.86
16-12-9 107.11 106.96
16-12-13 111.96 112.16
8-12-9 112.96 113.40
5-13-6 132.92 131.12
7-6-18 124.27 129.38
13-6-18 127.99 124.15
Dihedral angle (in degree)
4-3-14-28 64.27 65.39
2-3-14-28 -173.08 -172.18
12-13-6-18 177.04 177.03
5-13-6-18 -7.84 -8.41
13-6-18-19 176.85 176.49
7-6-18-19 1.15 -0.16
7-6-13-5 168.43 168.89
7-6-13-12 -6.69 -5.67
7-8-12-16 110.52 111.24
8-12-13-6 9.83 8.93
8-12-13-5 -166.09 -166.39
10-9-12-8 161.38 159.45
11-5-13-6 -152.36 -152.24
9-12-13-5 -43.12 -43.20
11-5-13-12 22.34 21.91
10-11-5-13 0.08 1.06
12-9-10-11 -22.24 -21.95
9-10-11-5 0.76 -0.19
1-10-11-4 5.34 5.80
1-2-3-4 -41.32 -42.56
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Figure S1. Kohn-Sham orbital contoursinvolved in the key vertical excitations computed
at the TDDFT/B3LY P/6-31+G*/CPCM//B3LY P/6-31G* level for the anionic form of

€picocconone
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Figure S2. (a) Absorption (b) emission spectra, (c) decay profiles, and (iv) resonance

light scattering (RLS) of epicocconone in the concentration range, (i) 1.5 ul/ml, (ii)

4ul/ml, (iii) 6.5 ul/ml, (iv) 12 ul/ml.
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Figure S3. @) Variation of fluorescence intensity, and (b) corresponding quantum yield of
epicocconone with mole percent of tertiary butanol in a mixture of tertiary butanol with

water, (i) O, (ii) 4.5, (iii) 11.1, (iv) 2.9, (v) 42.8, (vi) 62.7, (vii) 100
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Figure $4. (a) Absorption (b) emission spectra, (c) decay profiles, of epicoccononein pH

4 and pH 7.
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Table S3. The fluorescence decay parameters of epicocconone in '‘BuOH-water mixture,

Mol% of T./ns  To/ns  13/ns al a2 a3 X
‘BuOH
100 0.18 111 0.91 0.09 1.15
62.7 0.12 1.02 0.91 0.09 1.13
42.8 0.11 0.99 0.90 0.10 111
219 0.097 1 0.90 0.10 1.10
11.1 0.094 0.98 0.89 0.11 1.29
4.5 0.071 0.26 0.98 0.59 0.21 0.20 1.16
0 0.25 11 0.80 0.20 1.03




