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The subject of this study is to establish new method for evaluation of chirality
using mass spectrometry only. Chiral hosts were used to detect chirality in mass spectrometry. One
enantiomer of the host was labeled with isotope atoms to distinguish each enantiomer in mass
spectrometry. Pairs of isotope labeled enantiomer and the other unlabeled enantiomer of hosts such as
chiral crown ethers were synthesized to recognize enantiomers of chiral ammonium ions. For free amino
acids, labeled/unlabeled enantiomeric pair of copper complex was synthesized. The chiral crown ethers
showed high chiral discrimination ability toward chiral ammonium ion guest in FABMS. That ability of the
chiral hosts was clarified to depend on the steric structure neighboring the stereo-center of the guests.
The correlation between the steric factors of the guests and the results of MS was found in multivariate
analysis. Using copper complex, enantiomeric excess of free amino acids was determined using ESIMS.
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Table 1 3a/3b
Host pair Guest |leiog| value  Ig/ls-gnvalue
3a/3b L-Ala 0.074 1.16
L-Val 0.130 1.30
L-Leu 0.078 1.17
L-lle -0.075 0.86
L-Tle 0.200 1.50
L-Ser 0.120 1.27
L-Thr 0.099 1.22
L-Cyc - -
L-Met 0.078 1.17
L-Asp - -
L-Glu - -
L-Asn = =
L-GIn 0.000 1.00
L-Lys - -
L-Arg - -
L-Orn 0.120 1.27
L-Phe 0.130 1.30
L-Gly(Ph) 0.048 1.10
L-Tyr 0.210 1.53
L-Pro 0.370 2.17
L-4-Hyp 0.370 217
L-His 0.043 1.09
L-Trp 0.200 1.50
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(PVP)
parts PVP
H 5.82
CH 12.97
CH: 17.65
CHs 2463
OH 15.50
NH- 20.29
OCHsz 33.34
C=0 23.64
(Fig 14)
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