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Figure S1. Annotated version of Figure 1.



Figure S2. Calculated structures of aniline-W; at M06-2X/6-311++G(d,p) level,
together with their relative stability in kJ/mol. ZPE correction was applied to all the

energy values.
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Table S1. Calculated structures for aniline-W; at M06-2X/6-311++G(d,p) level,
together with their relative stability in kJ/mol. ZPE correction was applied to all the

energy values.

Structure A4E (kJ/mol) AEzpe (kJ/mol) Dy (kJ/mol) BSSE (kJ/mol)
1 0.00 0.00 -16.93 4.16
2 7.44 3.12 -14.85 3.12
3 6.86 491 -12.87 3.31




Figure S3. Experimental IDIRS of ciclohexanol-W; (upper trace) together with the
predicted frequencies for each calculated structure at M06-2X/6-311++G(d,p) level. A

correction factor of 0.938 was employed.
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Figure S4. Calculated structures of aniline-W; at M06-2X/6-311++G(d,p) level,
together with their relative stability in kJ/mol. ZPE correction was applied to all the
energy values.

Table S2. Calculated structures of ciclohexanol-W, at M06-2X/6-311++G(d,p) level,
together with their relative stability in kJ/mol. ZPE correction was applied to all the
energy values.




Figure S5. Experimental IDIRS of aniline-W, (upper trace) together with the predicted
frequencies for each calculated structure at M06-2X/6-311++G(d,p) level. A correction
factor of 0.938 was employed.
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Figure S6. Calculated structures of anilina,-W; at M06-2X/6-311++G(d,p) level,
together with their relative stability in kJ/mol. ZPE correction was applied to all the

energy values.
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Figure S6. Cont.



Table S3. Calculated structures of aniline,-W; at M06-2X/6-311++G(d,p) level,
together with their relative stability in kJ/mol. ZPE correction was applied to all the
energy values.




Table S3. Cont.




Figure S7. Experimental IDIRS of aniline,-W; (upper trace) together with the predicted
frequencies for each calculated structure at M06-2X/6-311++G(d,p) level. A correction
factor of 0.938 was employed.
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Figure S7. Cont.
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Figure S7. Cont.
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Figure S7. Cont.
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