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Table S1. Measured transition frequencies (ν, 

MHz) and, in parethesis, observed – calculated values 

(∆ν, kHz, rounded to the unit) for the two observed 

conformers of Glycidol dimer Table: Experimental 

rotational frequencies of anisole⋅⋅⋅NH3. 
 

J"(K-1",K1") - J'(K-1',K1') F"-F' ν / MHz 

2 (2, 1) - 1 (1, 0) 3 - 2 7399.467 

 2 - 1 7399.797 

 1 - 0 7398.988 

 1 - 1 7399.762 

3 (2, 2) - 2 (1, 1) 4 - 3 9400.929 

 3 - 2 9401.279 

 2 - 1 9400.733 

3 (2, 1) - 2 (1, 2) 4 - 3 9702.429 

 3 - 2 9702.022 

 2 - 1 9702.640 

3 (3, 1) - 2 (2, 0) 4 - 3 11708.358 

 3 - 2 11708.391 

 2 - 1 11708.347 

3 (1, 2) - 2 (0, 2) 4 - 3 7639.311 

 3 - 2 7638.941 

 2 - 1 7639.445 

4 (0, 4) - 3 (1, 3) 5 - 4 7475.790 

 4 - 3 7475.558 

 3 - 2 7475.882 

4 (1, 4) - 3 (0, 3) 5 - 4 9015.898 

 4 - 3 9016.212 

 3 - 2 9015.822 

4 (2, 3) - 3 (1, 2) 5 - 4 11356.080 

 4 - 3 11356.434 

 3 - 2 11355.949 

4 (2, 2) - 3 (1, 3) 5 - 4 11986.069 

 4 - 3 11985.589 

 3 - 2 11986.233 

4 (1, 3) - 3 (0, 3) 5 - 4 9924.254 

 4 - 3 9923.851 

 3 - 2 9924.366 

5 (0, 5) - 4 (1, 4) 6 - 5 9653.000 

 5 - 4 9652.810 

 4 - 3 9653.055 

5 (1, 5) - 4 (0, 4) 6 - 5 10913.892 

 5 - 4 10914.168 

 4 - 3 10913.842 

6 (0, 6) - 5 (1, 5) 7 - 6 11816.552 

 6 - 5 11816.416 

 5 - 4 11816.591 

6 (1, 6) - 5 (0, 5) 7 - 6 12801.450 

 6 - 5 12801.681 

 5 - 4 12801.420 

7 (1, 7) - 6 (0, 6) 8 - 7 14692.268 

 7 - 6 14692.453 

 6 - 5 14692.249 

 

Table S2. Measured transition frequencies (ν, 

MHz) and, in parethesis, observed – calculated values 

(∆ν, kHz, rounded to the unit) for the two observed 

conformers of Glycidol dimer Table: Experimental 

rotational frequencies of anisole⋅⋅⋅
15

NH3. 
 

J"(K-1",K1") - J'(K-1',K1') ν / MHz 

2(2, 1)- 1(1, 0) 7246.193 

2(2, 0)- 1(1, 1) 7352.431 

3(1, 3)- 2(0, 2) 6958.303 

3(2, 2)- 2(1, 1) 9213.156 

3(2, 1)- 2(1, 2) 9545.619 

3(3, 1)- 2(2, 0) 11467.927 

3(3, 0)- 2(2, 1) 11475.232 

3(1, 2)- 2(0, 2) 7553.407 

4(0, 4)- 3(1, 3) 7409.882 

4(1, 4)- 3(0, 3) 8840.658 

4(2, 3)- 3(1, 2) 11129.515 

4(2, 2)- 3(1, 3) 11827.300 

4(3, 2)- 3(2, 1) 13519.367 

4(3, 1)- 3(2, 2) 13556.274 

4(1, 3)- 3(0, 3) 9830.806 

5(0, 5)- 4(1, 4) 9557.108 

5(1, 5)- 4(0, 4) 10699.112 

5(2, 4)- 4(1, 3) 12996.503 

5(3, 3)- 4(2, 2) 15543.819 

5(3, 2)- 4(2, 3) 15655.077 

5(1, 4)- 4(0, 4) 12178.882 

6(0, 6)- 5(1, 5) 11684.872 

6(1, 6)- 5(0, 5) 12550.040 

7(1, 7)- 6(0, 6) 14408.417 

8(0, 8)- 7(1, 7) 15851.639 

8(1, 8)- 7(0, 7) 16284.109 



Scheme S1. Overview of the predicted structures and dissociation energies (kJ mol
-1

) for the most stable 

conformers of anisole⋅⋅⋅NH3 as obtained with different calculation methods. In bold the nick names used in 

the various calculations for the various conformers. 
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a) Non-planar forms 

 

  

 

 

AA1: 16.18   I: 15.98 (11.09)
a
  

 
  

 

 

AA2: 15.84 AA-I: 6.84 H⋅⋅⋅⋅⋅⋅⋅⋅⋅⋅⋅⋅ππππ: 13.03
b
 (6.59)

a
  I: 12.80 (9.02)

a
 

 

  

 

 

AA3: 15.48   IV: 14.11 (8.44)
a
  

b) Planar forms 

 
 

 
  

AA4: 13.56 AA-II: 7.87 NH⋅⋅⋅⋅⋅⋅⋅⋅O: 10.91
c
 (6.66)

a 
 II: 15.25 (9.33)

a
 II: 10.96 (6.49)

a
 

 
    

AA5: 12.51 AA-III: 5.65 H⋅⋅⋅⋅⋅⋅⋅⋅N⋅⋅⋅⋅⋅⋅⋅⋅H: 8.56
c
 (5.09)

a
 V: 12.98 (9.64)

a
 V: 8.93 (6.56)

a
 

   

 
 

   III: 15.15 (9.63)
a
 III: 11.82 (7.52)

a
 

a
 Harmonic zero point corrected dissociation energies. 

b
 Value from the MP2CP optimized structure.. 

c
 BSSE corrected dissociation energies. 


