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ArS (Ar = p-FCgH,) Monomer Radical [neutral, doublet] at UB3LYP/6-311++G(2d,p).

Mode | Frequency IR Intensity Mwﬂ\ﬂ“ Scaled Freq. Assign
100 activity | type
No. cm™’ AZAMU x0.98 bond/group motion direction
esu’ cm?
1 111.8 2.0 1.2 110 S-CCCC-F  single bend out-of-plane a

O

anti-sym ring defoem

sym-ring defoem

stretch

2-fold ring twist

ring defoem

ring defoem

29 3202.9 0.5 14.0 3139 C-H stretch in-plane Raman
30 3204.7 2.4 250.7 3141 C-H sym-stretch breathing in-plane Raman
*Colours distinguish prominent Raman modes (yellow) or in-plane (green) or out-of-plane (orange) vibrational modes.

*Type depicts each of the 26 vibrational modes other than four C-H stretching modes as a-z from low frequencies.




