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A theoretical prediction of helical twisting powers of rigid chiral molecules
based on molecular dynamics simulation
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Nematic liquid crystals (LCs) are_known to transform into chiral nematic LCs
with nanoscale helical structures upon doping with enantiomeric compounds (called chiral dopants).
While a number of chiral compounds that are both organic and inorganic have been synthesized, it is
still difficult to design the chiral dopant molecules exhibiting the chiral nematics having desired
physical properties. In this study, we developed a theoretical approach with molecular dynamics
simulation to calculate the values of helical twisting powers and confirm its validity for chiral
metal complexes that have rigid chiral linkage.
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