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Table T1. O-H stretch frequencies (νOH in cm-1) of selected PhOH-Arn isomers calculated at the M06-

2X level compared to available experimental values. 

 

n Expa M06-2X isomer 

0 3658 3658 PhOH 

1  3648 (H00) 

 3656 3656 (10) 

2  3647 (H10) 

  3651 (11)H 

 3656 3654 (11) 

  3655 (20) 

3  3649 (H11) 

 3654 3652 (30) 

  3652 (21) 

  3653 (H20) 

  3651 (21)H 

4  3650 (H30) 

  3650 (H21) 

  3655 (22) 

  3653 (40) 

  3648 (40) T 

 3653 3648 (31) 

 
a S. Ishiuchi et al., Phys. Chem. Chem. Phys., 2011, 13, 2409. 

 

 

Table T2. Frequencies of intermolecular modes of (10) and (11) in the S0 and S1 states evaluated at 

the RI-CC2/aug-cc-pVDZ level. Harmonic frequencies are scaled by 0.752. Available experimental 

values in the S1 state are given for comparison. 

 

(01) S0 S1 S1 (exp)a (11) S0 S1 S1 (exp)b 

bx 20 20 20 bxs 13 13 14 

by 35 37  bys 18 20 20 

sz 41 45 45 bxa 25 25  

    szs 36 39 36 

    sza 45 49  

    bya 50 49  

 
a M. Mons et al., J. Chem. Phys.,1990, 92, 2155. 
b S. Ishiuchi et al., J. Phys. Chem. A, 2007, 111, 7569. 
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Figure Captions 
 

 

Figure F1. Structures and relative energies (in cm-1) of various (20) isomers of PhOH-Ar2 in the S0 

state calculated at the M06-2X/aug-cc-pVTZ level. The relative energies are derived from De (D0) 

values.  

 

Figure F2. (a) Experimental ΔS1 shifts of various isomers of PhOH-Arn (n≤4) with respect to the S1 

origin of bare PhOH (n=0) at 36350 cm-1. (b) ΔS1 shifts calculated for various isomers of PhOH-Arn 

(n≤4) with respect to the S1 origin of bare PhOH (n=0) at 36349 cm-1 using adiabatic transition 

energies without ZPE. 

 

Figure F3. Structures and relative energies (in cm-1) of various (20) isomers of PhOH-Ar2 in the D0 

state calculated at the M06-2X/aug-cc-pVTZ level. The relative energies are derived from De (D0) 

values. 
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