


Identity and Purity:   
 
Neither the carbon-13 and proton NMR spectra (attached) disclose the presence of 
any impurities save for a small amount of methanol (0.1% w/w, a solvent used during 
crystallisation) and all signals exhibit the coupling patterns and parity expected for the 
specified compound. In the proton NMR, two very small signals are seen for the N-
methyl protons, arising from protium impurities in the deuterated reagent used in the 
synthesis.  In the carbon-13 NMR, the corresponding signals have collapsed to two 
low-intensity multiplets, indicating clean deuteration. 
 
High-resolution mass spectrum  (EI+) Found: m/z 313.2062; predicted mass for 
C19H15D6N3O (M+.) correct within -0.2 ppm.  A peak at m/z 307 (d0) is at the 
background level only. 
 
HPLC:  The attached chromatogram shows a relatively symmetrical peak at 7.02 
minutes (99.9 area %). Two other peaks (2.23 and 2.59 minutes) were detected, but 
these were also present in the solvent blank. 
 
Microanalysis:  Found: C 55.11, H/D 7.20 (corrected for D), Br 18.78, N 10.00 %. 
Cl, not detected.  C19H15D6N3O.HBr.H2O requires C 55.34, H 4.40, D 2.93, Br 19.38, 
N 10.19 %. 
 
Note:   The free base of the product was exposed to HCl and HBr during synthesis. 
When it was purified it appears to have chromatographed on normal phase silica as a 
salt. The elemental analyses most closely match those expected for a 
monohydrobromide monohydrate, and we believe it will be reasonable to use this 
composition when any correction for salts is applied during work with the compound.  
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