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Computational study for large PAHs
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Figure 1. Structures of the large irregular PAHs studied in this

paper and the structure of the parent PAH, Co¢H24, from which
these structures are derived.

Intensity + constant (km/mol)

Figure 5. Synthetic absorption spectra in the 6-9um region for the

Wavenumber (cm™")

1600 1400 1200

C96H 2&+

60 65 70 7.5 80 85 9.0
Wavelength (um)

Intensity + constant (km/mol)

35

30

Wavenumber (cm™")
1600 1400 1200

C'I?OHSG :

CogHay

60 65 70 75 80 85 9.0
Wavelength (um)

cation, neutral forms of the PAHs shown in Figure 1.

5-9um features - The emission originates in PAHs containing some 40-200 carbon atoms.

Bauschlicher, Peeters, and Allamandola, ApJ, 697, 311-327, 2009.



FEH

-6-9umD T O—FLZE—IZFBS R REEDFEM
SPAHZ S U RFEHFEAELZHRTMEEMSE T, L TOFEMESER

1. FIPRARIRIL:6.6umE7.8umIZ2 2D TO—FLHE—%
650°CLL EDMBTE—REA R
2. X$REHTRIE : RMEH5600°CETITH14A TREEEICEILLL
750°C. 900°ClEH A XMNEFhEhE AKEM
3. TEM{&:750°C, 900°C D INERNEE(Z K- T (002) DR FERH F =

70—FHaE—YFREDEHREE (YA X) L ER




