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Decomposition of the free energy (kcal/mol) into the contributions

from A- and B-rings of fisetin



Table S1: Decomposition of the free energy (kcal/mol) into the contributions from A- and B-

rings of fisetin for the nine systems of the fisetin/pCD complexes

AGpm-pesa AGpm-cBsa
Total A-ring B-ring Total A-ring B-ring

Complex |

I-1 -27.91£3.8 -16.0+4.1 -11.9+4.4 -23.8+3.1 -14.4+3.7 -9.444.3

1-2 -28.2+3.8 -16.4+3.8 -11.8+£3.8 -23.9+2.8 -14.7+3.5 -9.244.2

1-3 -28.2+3.7 -15.8+4.1 -12.4+4.5 -24.1+2.5 -14.3+3.4 -9.844.2
Complex 11

-1 -29.9+4.3 -15.6£3.5 -14.3+£2.8 -26.1+2.9 -15.0+2.6 -11.1£2.3

-2 -30.1+3.1 -16.5+3.0 -13.6%£3.0 -26.4+2.3 -15.6+2.4 -10.8+2.4

11-3 -30.5+3.1 -16.4£3.0 -14.1+2.8 -26.2+2.4 -15.3+2.4 -10.9+2.3
Complex 111

-1 -29.243.7 -16.1+3.5 -13.1+3.3 -25.5£2.5 -15.0+2.4 -10.5+2.3

11-2 -29.5+3.7 -15.7+3.6 -13.8+3.6 -25.442.3 -14.8+2.4 -10.6+£2.4

11-3 -29.3+3.9 -15.2+3.5 -14.1+3.1 -25.5+2.9 -14.7+2.4 -10.8+2.0




