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Fig. 1 Distance convergence with respect to the

number of beads for 2nd and 4th order Trotter
expansions at 300 K.
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Fig. 2 Schematic illustration of F~ (H20).

Table 1. Average values(A) and these statistical errors of Rru+, Ron+, and Rro on
quantum H, D, and classical F- (H20).

R gppe R o R'yo
Classical F-(H,0) 1431 + 0.002 1.063 + 0.000 2482 + 0.002
Quantum F- (H,O) 1.377 £ 0.004 1.114 + 0.001 2465 £ 0.004
Quantum F~ (D,0) 1.395 £ 0.005 1.096 + 0.001 2471 + 0.004
Equilibrium 1414 1.056 2.469
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