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Table 1. Total Energy of Several Conformation
total energy (eV)
all-trans PSB -339449. 969
all-trans USB -339452. 589
13-cis PSB —339449. 277
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Table 2. Total Energy of Several Optimized Structure

total energy(eV)
br 1 Single point -339449. 969
Optimize (retinal only) -339451. 566
(all the side chains) —-339520. 905
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