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Figure S1. ITC profile of Q[8] with L-Val at 298.15 K
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Figure S2. ITC profile of Q[8] with D-Leu at 298.15 K.

Figure S3. ITC profile of Q[8] with D-Met at 298.15 K.



Table S1. ITC measurements of the thermodynamics for the interactions between amino acids and 

Q[8] at 298.15 K

Date L-Val2@Q[8] D-Leu2@Q[8] D-Met2@Q[8]

Ka (M-2) 5.847×107 7.648×107 2.825××107

Ka1 (M-1) (5.847±0.4851) ×104 （7.648±0.09621）×104 （2.825±0.3431）×104

Ka2 (M-1) 1.000×103 ±1.204×10-2 1.000×103 ± 2.224 （1.000±0.2599）×103

H1 (kJ·mol-1) -11.11±2.358 -22.50±0.239 -44.38±9.777

H2 (kJ·mol-1) -62.86±49.15 -62.70±17.75 -8.129±2.054

TS1
(kJ·mol-1) 16.0971185 5.372663 -18.974266

TS2 (kJ·mol-1) -45.73621 -45.587135 8.9951855


