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WFZER IR DOBEE (J530) : A straightforward strategy for chiral discrimination in a specified
carotenoid, S-isocryptoxanthin using a CD band, which is insensitive to conformational
changes, computed by quantum chemical calculation is reported. This protocol may be
applicable to estimating the absolute configuration of a number of natural carotenoids.
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Conformer AE /
kcal
mol™

rotamer(OH) BICX2R-111 1.00

BICX2R-112 1.57

BICX2R-113 most
stable

puckering BICX2R-123 0.34

BICX2R-133 0.86

BICX2R-143 1.21

rotamer(cis) BICX2R-213 0.34
BICX2R-313 0.40
BICX2R-413 0.68
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