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http://www.nap.edu/catalog.php?record_id=12654
https://www.acs.org/content/acs/en/about/governance/committees/chemicalsafety/hazard-assessment.html
https://www.acs.org/content/acs/en/about/governance/committees/chemicalsafety/hazard-assessment.html
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13C-NMR for purified 2,3,7,8-tetrafluorothianthrene 

126 MHz, 298 K, CDCl3 



 



 



 



 

 

 

19F-NMR for crude 2,3,7,8-tetrafluorothianthrene 

471 MHz, 298 K, CDCl3 



 

 

19F-NMR for purified 2,3,7,8-tetrafluorothianthrene 

471 MHz, 298 K, CDCl3 



 



 



1H-NMR for crude 2,3,7,8-tetrafluorothianthrene 

500 MHz, 298 K, CDCl3 



 

  
 

1H-NMR for purified 2,3,7,8-tetrafluorothianthrene 

500 MHz, 298 K, CDCl3 



 



 



 



 

 



Quant. 19F NMR (471 MHz, CDCl3) at 25 °C for 2,3,7,8-tetrafluorothianthrene 

 

wt(%)=
mgIS x MWcpd x molar ratio x PIS

mgcpdMWIS
 

 

wt(%)=
14.3 mg  x  288.28 gmol-1x		0.405 x 1.0  

10.3 mg  x  218.20 gmol-1
	x 100	=	74.3%	 

 



 

 
 
  

𝑤𝑡% =
𝑚𝑔𝑆𝑡𝑑 𝑥 𝑀𝑊𝑐𝑝𝑑 𝑥 𝑚𝑜𝑙𝑎𝑟 𝑟𝑎𝑡𝑖𝑜 𝑥 𝑃𝑠𝑡𝑑

𝑚𝑔𝑐𝑝𝑑  𝑥 𝑀𝑊𝑠𝑡𝑑

 𝑥 100

=  
13.1𝑚𝑔 𝑥 288.28

𝑔
𝑚𝑜𝑙

𝑥 0.5 𝑥 1.00

8.9 𝑚𝑔 𝑥 218.20
𝑔

𝑚𝑜𝑙

 𝑥 100 = 97.2 % 

Quant. 19F-NMR for purified 2,3,7,8-tetrafluorothianthrene 

471 MHz, 298 K, CDCl3 



                         
 



 

Quant. 19F NMR (471 MHz, CDCl3) at 25 °C for 2,3,7,8-tetrafluorothianthrene-S-oxide 

 

wt(%)=
mgIS x MWcpd x molar ratio x PIS

mgcpdMWIS
 

 

wt(%)=
7.4 mg  x  304.28 gmol-1x  0.705 x 1.0  

7.4 mg  x  218.20 gmol-1
	x 100 = 98.3%  

 



                         
 



Quant. 19F NMR (471 MHz, CD3CN) at 25 °C for 2-Phenethyl acetate derived tetrafluorothianthrene salt (4) 

 

wt(%)=
mgIS x MWcpd x molar ratio x PIS

mgcpdMWIS
 

 

wt(%)=
10.8 mg  x  538.28 gmol-1x  0.405 x 1.0  

10.8 mg  x  218.20 gmol-1
	x 100 =	99.9%	 

 



 

 



Quant. 1H NMR (400 MHz, CDCl3) at 25 °C for [4-(4-phenylphenyl)phenyl] ethyl acetate 

 

wt(%)=
mgIS x MWcpd x molar ratio x PIS

mgcpdMWIS
 

 

wt(%)=
10.1 mg  x  316.40 gmol-1x  0.65 x 1.0  

9.80 mg  x  212.25 gmol-1
	x 100 = 99.9%  
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