
    
      Fig. 3. 
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Calculated anharmonic IR spectra (including fundamental bands, combination bands, and overtones) of anthracene, tetracene, pentacene, phenanthrene, chrysene benz[a]anthracene, pyrene, and perylene at ground states. The insets zoom in the 1.6–1.7 μm region.



    

  
    
      Fig. A.1. 
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1.6–1.7 μm region of the anharmonic IR spectra of ground-state anthracene, tetracene, pentacene, phenanthrene, chrysene benz[a]anthracene, pyrene, and perylene.



    

  
    
      Fig. A.3. 
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Anthracene: harmonic frequencies, symmetries and displacement vectors for the modes which contribute to the combination bands or overtones in the 1.6–1.7 μm and C–H stretching regions.



    

  
    
      Fig. A.6. 
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Phenanthrene: harmonic frequencies, symmetries, and displacement vectors for the modes which contribute to the combination bands or overtones in the 1.6–1.7 μm and C–H stretching regions.



    

  
    
      Fig. A.7. 
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Chrysene: harmonic frequencies, symmetries, and displacement vectors for the modes which contribute to the combination bands or overtones in the 1.6–1.7 μm and C–H stretching regions.



    

  
    
      Fig. A.8. 
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Benz[a]anthracene: harmonic frequencies, symmetries, and displacement vectors for the modes which contribute to the combination bands or overtones in the 1.6–1.7 μm and C–H stretching regions.



    

  
    
      Fig. A.9. 
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Pyrene: harmonic frequencies, symmetries, and displacement vectors for the modes which contribute to the combination bands or overtones in the 1.6–1.7 μm and C–H stretching regions.



    

  
    
      Fig. A.10. 
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Perylene: harmonic frequencies, symmetries, and displacement vectors for the modes which contribute to the combination bands or overtones in the 1.6–1.7 μm and C–H stretching regions.
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OEBPS/aa36310-19-fig12.jpg
Mode  Frequency (cm”) Symmetry  Di: Mode q y (cm™) Symmetry Displ
vi 3215.501 A vi5 1652.712 A
v2 3204.450 A vi6 1633.153 A
v3 3202.975 A vi7 1603.529 A
vd 3194.500 A vig 1591.060 A
v5 3192.454 A vi9 1537.582 A
6 3192.095 A v20 1515.583 A
v7 3186.564 A v21 1487.562 A
v8 3178.884 A v22 1473.967 A
v9 3176.614 A v23 1457.295 A

v10 3174.595 A v24 1442.030 A
vit 3173.931 A v25 1426.468 A
vi2 3170.047 A v26 1394.976 A
vi3 1672.837 A v27 1376.203 A
vi4 1666.526 A
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