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Page 12678. By convention, all of the figures illustrating
the isomerization of retinal start with the arbitrary time zero
ns, corresponding to when the illumination takes place (and
where the isomerization is started). This means the time
frame is independent of the amount of time the protein was
previously simulated in the dark-adapted state. The advantage
of this choice is to allow a direct comparison between
simulations where retinal is isomerized. Note that this
convention was not followed for the figures, intending to
show a comparison between the protein in the dark-adapted
state and after isomerization (e.g., Figure 4). For those
figures, the time frame used is the one corresponding to the
simulation in the dark-adapted state, where the starting time
for the simulations where retinal is isomerized is 500, 1000,
and 1500 ps, respectively. Graphs of simulations with
alternative starting points (retinal isomerization after 1000
or 1500-ps MD in the dark-adapted state), corresponding to
Figures 3, 4,5, 7, 9, 11 in the paper. Also included are two
tables of values describing covalent bond stretching, bond
angles, dihedral angles used for bonded interactions (Table
1S) and partial charges on the retinal using standard
parameters taken from Force Fields Gromos for nonbonded
interactions. This material is available free of charge via the
Internet at http://pubs.acs.org.
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