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Table 1

The main vibrational modes for LVD and LDVD; computed and experimental
wavenumbers.

Assignment Wavenumbers [em™']
calculated LVD*" calculated LDVD® experimental
8,0p. ocoz 896 840 825
Ween 927 984 1023
Vo.0p. 0-C(=C) 1121 1088 1102
P 1228 1213
Vasym. ocoz + Pe_py 1287
Vsym. ocoz + Ve=c 1311 1328 1395
Vagym. ocoz + Vcec 1669 1618 1593

? Scaled by 0.96.
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