Unimolecular reactions:
ASP k=20.12s™
P>A k,=10s"
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copy numbers averaged over 10 NERDSS trajectories.

At=0.1 ps. Ap=108. Py=0.

Analytical solution to d‘;(:) = —kA(t) + kpP(t) = _d’;_(tt)
A(t) = Mkb[l — exp (—t(kp + ky))] + Ag exp (—t(kf + kb))_
(kp + k)
OR
A = Ky Ag + ke Po + (kp Ao — ki, Po) exp (—t(ley + kb)).

(k¢ + kp)



