
 

 

q 1H NMR (Run 1) 

Internal Standard (TMB) Product 
nis = 3 npr = 2 

intis = 3.00 intpr = 1.85 
mis = 14.0 mg mpr = 35.6 mg 

MWis = 168.19 g.mol-1 MWis = 395.96 g.mol-1 
Purityis = 99.8% Isomer ratios = 1:1.9:18.0 (m:o:p) 

 

𝑀𝑜𝑙𝑎𝑟 𝑟𝑎𝑡𝑖𝑜 =  
[
𝐼𝑛𝑡𝑝𝑟
𝑛𝑝𝑟

]

[𝐼𝑛𝑡𝑖𝑠
𝑛𝑖𝑠

]
=

1.85/2
3/3 = 0.925 

𝑤𝑡%𝑝 =  
𝑚𝑖𝑠 × 𝑀𝑊𝑝𝑟 × 𝑚𝑜𝑙𝑎𝑟 𝑟𝑎𝑡𝑖𝑜 × 𝑃𝑖𝑠

𝑚𝑝𝑟 × 𝑀𝑊𝑖𝑠
=

14.0 × 395.96 × 0.925 × 99.8
35.6 × 168.19 = 85.5%  

𝑤𝑡%𝑜 = 1.9
18.0

× 𝑤𝑡%𝑝 = 9.0%                     𝑤𝑡%𝑚 = 1.0
18.0

× 𝑤𝑡%𝑝 = 4.7% 

𝑤𝑡%𝑝𝑟 = 𝑤𝑡%𝑝 + 𝑤𝑡%𝑜 + 𝑤𝑡%𝑚 = 99.2% 

 

 


