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E ZPE G(5 °K) 

-683.22550 156.31889 -428418.0145
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(Z21-2) 

E ZPE G(5 °K) 

-683.22471 156.39231 -428417.3746
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Supplementary Table 2 Energy (Hartree), ZPE (kcal/mol) and Gibbs function 
(kcal/mol) for the structures of canonical Arg - H2O depicted in Fig. 2 and Fig. 3 
(B3LPY/6-311++G**)

(C4-1) 

 

E ZPE G(5 °K) 

-683.21962 154.58195 -428417.8015

Coordinates
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E ZPE G(5 °K) 

-683.21968 154.54680 -428417.9089
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Supplementary Table 3 Energy (Hartree), ZPE (kcal/mol) and Gibbs function 
(kcal/mol) for the structures of zwitterionic Arg -H2O depicted in Fig. 1 
(MP2/aug-cc-pvdz)

(Z22-1)

E ZPE G(5 °K) 

-681.26117 156.55044 -427184.9161

Coordinates
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E ZPE G(5 °K) 

-681.26007 156.46698 -427184.3902
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Supplementary Table 4 Energy (Hartree), ZPE (kcal/mol) and Gibbs function 
(kcal/mol) for the structures of canonical Arg - H2O depicted in Fig. 2 (MP2/aug-
cc-pvdz)

(C4-1) 

 

E ZPE G(5 °K) 

-681.24993 154.79718 -427181.3763

Coordinates
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(C4-7) 

 

E ZPE G(5 °K) 

-681.24990 154.75388 -427181.4418
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Supplementary Table 5 Energy (Hartree), ZPE (kcal/mol) and Gibbs function 
(kcal/mol) for the structures of zwitterionic Arg-H2O depicted in Fig. 4 
(B3LPY/6-311++G**)

(C22-1) 

 

E ZPE G(5 °K) 

-683.21365 155.74535 -428411.7291

Coordinates
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Supplementary Table 6 Energy (Hartree), ZPE (kcal/mol) and Gibbs function 
(kcal/mol) for the structures of zwitterionic Arg-H2O depicted in Fig. 4 (MP2/6-
311+G*)

(C22-1) 

 

E ZPE G(5 °K) 

-681.22489 159.09499 -427157.0606
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Supplementary Figure 1. Infrared spectra of Arg – (H2O) conformers (scaling 
factor = 0.9613) depicted in Fig. 1 and Fig. 2
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