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Section 1: 

Annotation Explanation 

* 

This peak as recorded in this deuterated solvent appears with a different multiplicity than as indicated in the table.  Some 

instances in D2O or methanol-d4 are due to lack of coupling to H-bonded protons. In a few cases this results from overlap 

of analyte peaks with the solvent or water signals. 

+ Multiple peaks are overlapping to form a multiplet that cannot be fully resolved 

R The analyte and deuterated solvents are reactive with each other 

N/O This peak was not observed in the given spectrum. 

a 
For the 1H NMR spectrum of glycerol in acetone-d6, the shifts for all 6 carbon-bonded protons appear overlapped as a 

single, complex multiplet. 

b Peak assignments made on the basis of H-H COSY and HSQC 2D NMR spectra. 

c 
This peak is listed as a methylene group, but the two protons are non-equivalent, therefore this peak represents only a single 

proton. 

d Peak assignments made on the basis of H-H COSY, HSQC, HMQC, APT, and nOe 2D NMR spectra. 

e This peak represents 6 methylene protons from the cyclopentyl ring of CPME. 

f This peak represents 4 methylene protons from the cyclopentyl ring of CPME. 

g 

For dimethyl isosorbide in CD3CN, one of the two protons which overlap in the other examined deuterated solvents to form 

the complex multiplet listed as “CH2C(OMe) + CH(OMe)” on this table instead overlaps with the CH2O multiplet at 3.76-

3.80 ppm.  In CD3CN only, the peak at 3.76-3.80 therefore represents 2H, while the peak at 3.80-3.84 ppm represents 1H. 

 
Solvent is classified as amber by the GSK Solvent Sustainability Guide 

 
Solvent is classified as green by the GSK Solvent Sustainability Guide 

Note: For data taken from literature references, most peaks labeled as multiplets reported a single chemical shift value and are therefore 

not shown here as a range, while those determined for this work are reported as a range, encompassing the full width of the signal. 

Table 1: Reference for all annotations and notes used in NMR chemical shift figures 
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