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Figure S1: Binding isotherm of 3.5 uM LDS-798 with BCD in the absence of 1M NaCl (red circle) and in the

presence of 1M NacCl (blue square) using 1:1 binding model.
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Figure S2: Binding isotherm of 1.5 uM LDS-722 with different host pH ~7, at 25 °C.
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Figure S3: Normalized absorption spectra of (1) LDS-798 [An.x = 500 nm] and LDS-798-cyclodextrin
complexes under saturation condition; (2) B-CD [6.3 mM, Ap. = 513 nm], (3) DS~4 [200 uM, Apa = 527 nm],
(4) DS~7 [100 uM, A = 530 nm] and (5) DS~10 [26 uM, An. = 534 nm]. [LDS-798 concentration used 3.5
uM, Temperature 25 °C, pH ~7]

Table S1. Quantum yield of different LDS-798-SBE,BCD complexes.

Species Quantum Yield®
LDS-798 0.002
LDS-798-BCD 0.012
LDS-798-SBE4SCD 0.029
LDS-798-SBE,BCD 0.034
LDS-798-SBE;,3CD 0.056

SFluorescence quantum yield for LDS-798 was obtained from the literature.! The quantum yield values for the
dye-host systems were estimated using the integrated area under the emission curve at saturated concentration of
their respective binding isotherms, following comparison method.?

Table S2. Binding constant values for different LDS-722-SBE,JCD complexes.

Complex Binding constant (Kj,) in M1
LDS-722-SBE,BCD 2.87 x 10*
LDS-722-SBE;BCD 1.91x 103
LDS-722-SBE;,BCD 6.3x 10




Table S3. Quantum yield of different LDS-722-SBE,BCD complexes.

Species Quantum Yield®

LDS-722 0.01
LDS-722-SBE,BCD 0.066
LDS-722-SBE;CD 0.073
LDS-722-SBE,,CD 0.080

SFluorescence quantum yield for LDS-798 was obtained from the literature’ The quantum yield values for the
dye-host systems were estimated using the integrated area under the emission curve at saturated concentration of
their respective binding isotherms, following comparison method.?
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