
Figure 3.  Reduced time correlation function, S(t) = C(t)/C(0), for zwitterionic tryptophan in
aqueous solution at 300 K, computed from a 1.0 ns MD trajectory taken from a previous
simulation (1).  The three sets of points and curves represent the total reduced TCF, S(t)
(black), and the partial TCFs corresponding to the”protein”, SP(t)  (red), and water, SW(t)
(blue), components of the FSS response function. The ”protein” component here refers to the
flexible part of the tryptophan molecule. The curves resulted from biexponential fits to the
data range 0–4 ps. The parameter values are for the total TCF b1 = 0.76 ± 0.03, τ1 = 70 ± 10 fs
and b2 = 0.24 ± 0.03, τ2 = 1.0 ± 0.1 ps; for SP(t)  b1 = 0.67 ± 0.04, τ1 = 70 ± 20 fs and b2 = 0.33
± 0.04, τ2 = 0.9 ± 0.1 ps; and for SW(t)  b1 = 0.77 ± 0.03, τ1 = 80 ± 10 fs and b2 = 0.23 ± 0.03,
τ2 = 1.0 ± 0.1 ps. The relative zero-time amplitudes (static FSS contributions) are 8 ± 2 %
”protein” and 92 ± 2 % water.
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