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S1 
 

Table S1: Enthalpies calculated at the M062X/6-311++G(d,p)//M062X/6-31G(d,p) level of 

theory in the gas phase (ΔH1) and water environment (ΔH78) (in kcal mol−1) for the most 

stable β-CD–nH2O complex formation (n = 1–12). 

 

 ΔH1 ΔH78 

1. β-CD + H2O → β-CD − H2O −2.7 1.9 

2. β-CD − H2O + H2O → β-CD − 2H2O −15.7 −9.1 

3. β-CD − 2H2O + H2O → β-CD − 3H2O −7.2 −0.3 

4. β-CD − 3H2O + H2O → β-CD − 4H2O −7.0 −2.8 

5. β-CD − 4H2O + H2O → β-CD − 5H2O −13.3 −5.1 

6. β-CD − 5H2O + H2O → β-CD − 6H2O −13.8 −3.6 

7. β-CD − 6H2O + H2O → β-CD − 7H2O −11.8 −6.6 

8. β-CD − 7H2O + H2O → β-CD − 8H2O −4.7 2.3 

9. β-CD − 8H2O + H2O → β-CD − 9H2O −6.1 0.3 

10. β-CD − 9H2O + H2O → β-CD − 10H2O −0.2 0.9 

11. β-CD − 10H2O + H2O → β-CD − 11H2O −17.0 −9.2 

12. β-CD − 11H2O + H2O → β-CD − 12H2O −6.4 3.4 

 

  



S2 
 

Table S2: Formation energies calculated at the M062X/6-311++G(d,p)//M062X/6-

31G(d,p) level of theory (in kcal mol−1) of β-CD–nH2O (n = 1−10) complexes with individual 

(nonhydrogen)-bonded water molecules.  

 

 ΔH1 ΔH78 

β-CD + 2H2O → β-CD − 2H2O −18.4 −7.1 

β-CD + 3H2O → β-CD − 3H2O −25.6 −7.4 

β-CD + 4H2O → β-CD − 4H2O −32.6 −10.2 

β-CD + 5H2O → β-CD − 5H2O −45.9 −15.3 

β-CD + 6H2O → β-CD − 6H2O −59.7 −18.9 

β-CD + 7H2O → β-CD − 7H2O −71.5 −25.5 

β-CD + 8H2O → β-CD − 8H2O −76.3 −23.3 

β-CD + 9H2O → β-CD − 9H2O −82.3 −23.0 

β-CD + 10H2O → β-CD − 10H2O −82.6 −22.1 
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