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Table S1 Apparent Association Constants Obtained from S-V plot and Benesi-Hildebrand plot

R2 LOD (M) KEC (M-1) ef Ratio of KBH ɑ △△G (kJ mol-1)

L-PA 0.997 3.02 × 10-7 1591
S-1

D-PA 0.993 5.70 × 10-7 842
2.51 1.62 1.89 -1.18

L-PA 0.912 5.94 × 10-6 101
R-1

D-PA 0.995 3.97 × 10-6 151
0.41 0.18 0.67 -4.12

Table S2 Optimized energy terms (kcal/mol)

L-PA D-PA

Stretch 0.5194 0.5183

Bend 1.8135 1.8687

Str-bend 0.1325 0.1387

Torsion -5.4050 -5.5850



Non-1,4 VDW -14.6615  -10.4342

1,4 VDW 10.5596 10.3802

Dipole/Dipole -2.3804 -1.4405

Total Energy -9.4220 -4.5538


