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S1. Dimerization model  

The dimerization model is as follows  

𝛿𝑜𝑏𝑠 = 𝛿𝑚
𝑐𝑚

𝑐𝑡𝑜𝑡
+ 𝛿𝑑

2𝑘𝑑𝑐𝑚
2

𝑐𝑡𝑜𝑡
                                                 (S1) 

𝑐𝑡𝑜𝑡 = 𝑐𝑚 + 2𝑘𝑑𝑐𝑚
2                                                       (S2) 

where 𝛿𝑜𝑏𝑠 refers to the observed chemical shift, 𝛿𝑚 and 𝛿𝑑 refer to the chemical shift of monomers 

and dimers, respectively, 𝑐𝑡𝑜𝑡 is the total concentration of OTBN, 𝑐𝑚 is the concentration of 

monomer, 𝑘𝑑 refers to the dimerization constant. 

 

Figure S1 Molecular structure of OTBN. 

 

 

Figure S2 13C NMR chemical shift changes of OTBN as a function of concentration in methanol. 
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Figure S3 Molecular dynamics results of OTBN in methanol (The solvent molecules were hidden). 

 


