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Theoretical approximation:
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Solute-solvent interacition:
MDD calculation, Electrostatic model
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Evaluation of transition dipole, magnetic dipole, tensors:
Fragment analysis, QM calculation
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Simulation of linear vibrational spectroscopy:

IR, VCD, Raman, ROA, CP-IR-Vis-SFG
Simulation of nonlinear vibrational spectroscopy:

2D IR, 2D CP-PE, 2D 5FG
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Nowvel chiral 2D spectroscopy
would provide intricate details on
structure and dynamics of
biomolecules such as proteins,
nucleic acids, .
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spectroscopy

1. Theoretical approaches: quantum
mechanical and moleculardynamics

2. Computational spectroscopy

3. Various spectroscopic experiments:
Time-frequencyresolution

4. Comparisons of theoretical and
expenmental results: Development of
systematic methods for biomolecular
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