
 
 Fig. S1. Geometries of isolated aniline derivatives (ⅠA~ⅠK) and corresponding 

hydrated complexes (ⅡA~ⅡK) calculated at the B3LYP/6-311++G(d,p) level of 

theory (bond length in Ả and angle in degree; the italics indicate experimental data; 

the black dots indicate bond critical points).  
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Table S1  The C–N Bond Lengths (RC–N) and Proton Donating N–H Bond Lengths (RN–H) and Stretching Frequencies 

(νN–H) in all para-substituted Aniline Monomers (Ⅰ) and All Corresponding Monohydrated Complexes (Ⅱ) and 

Variations of N–H Bond Lengths (ΔRN–H) and C–N Bond lengths (ΔRC–N) and N-H Stretching Frequencies (νN–H) and 

Corresponding Red Shifts of Frequencies (ΔνN–H) upon Formation of the Complex, Calculated at the 

B3LYP/6-311++G(d, p) Level of Theory and Some Experimental Values of Frequencies in Brackets 
 

Bond Length, Å Stretching Frequency, cm-1 

RC–N ΔRC–N
a RN–H ΔRN–H

b νas N–H Δνas N–H
c νs N–H Δνs N–H
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3661.9 

3673.8 
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3642.0 
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(3485.0)f 

3651.4 
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(3532.0)g
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(3477.0)h

-8.7 

-9.1 
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-11.3 
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-11.2 
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-11.9 
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-13.8 
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-36.6 

-38.8 

-30.4 

-35.5 
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aΔRC–N = RC–N (Ⅱ) - RC–N (Ⅰ); bΔRN–H = RN–H (Ⅱ) - RN–H (Ⅰ); cΔνas N–H = νas N–H (Ⅱ) - νas N–H (Ⅰ); dΔνs N–H = νs N–H (Ⅱ) - νs 

N–H (Ⅰ); e From Ref. 48; f From Ref. 49; g From Ref. 10; h From Ref. 50. 
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