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1. Types of the HB spices  

1.1 Group I . Group I includes the free NMA (f-NMA) and NMA donating one HB (1d-NMA) and 

consists of three different types. 

 

Figure S1 The schematic representations of NMA-water species, which were bundled in group I. 
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1.2 Group II . Group II includes the NMA-water species, which either accept one HB (1a-NMA) or 

donate one and accept one HB (1a-1d-NMA) and consists of six types. 

 

 

Figure S2 The schematic representations of NMA-water species, which were bundled in group II 
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1.3 Group III . Group III consists of the NMA-water species, which either accept two HBs (2a-NMA) or 

accept two and donate one HB (2a-1d-NMA). This group consists of nine types. 

 

  

 

Figure S3 The schematic representations of NMA-water species, which were bundled in group III  
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1.4 Other NMA species. These NMA-water species are transient species found to either donate two 

HBs, or accept three HBs according to the used hydrogen bond criteria. These are not assigned to 

any of the groups I-III.  

 

Figure S4 The schematic representations of transient NMA-water species, which were not assigned to any of 

the three groups. 
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2. 2D IR spectra of NMA-water mixture at different waiting times and CLS analysis 

2.1. Experimental spectra of NMA-d1/D2O mixture at X = 0.5 

 

 

Figure S5 2D IR experimental spectra of NMA-d1/D2O solution at different waiting times and two different 

polarizations. The equidistant contours are drawn with 10% steps from the maximal amplitude 
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