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Table 1 Average values of distances in the hydrogen-bonded moiety in classical

and quantum simulation, together with equilibrium values [Al. Also, statistical
errors are in in parenthesis.

AT pair AT-1W

Rnimi Rnomz Rnior Ron2 Rnimi Rnomz Rnior Rown
Eq. 1.03 1.07 2.88 2.88 1.03 1.07 291 2.86
Cla. 1.03(0) 1.07(0) 2.93(1) 2.94(1) 1.03(0) 1.07(0) 2.95(0) 2.91(0)
Qm. 1.04(0) 1.07(0) 2.93(3) 2.93(3) 1.04(0) 1.08(0) 2.94(2) 2.90(3)
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Figure 2 Two-dimensional distributions with respect to Roiow and Aciow on (a)
CLMD and (b) PIMD simulations.
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