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From CH2Cl2/hexane solution 
100 K, monoclinic, P21/c

R1 = 0.0615, wR2 = 0.1719, GOF 1.066

1.738(3) Å
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M06-2X/6-31G** 
ΔG (kcal/mol) at 298 K

carbene intermediate concerted TS

+47.3 

+56.3

Protonation

SN2

Nucleophilic 

addition

ΔG‡ +27.8

Ramirez, F. et al.,
J. Am. Chem. Soc. 1965, 87, 670–671.

Detected by APCI MS

m/z 1136.1732 ([A+H]•–)
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From CHCl3/toluene solution 
100 K, monoclinic, P2/n

R1 = 0.1124, wR2 = 0.2578, GOF 1.097

H2O : N2 = 60 : 20

Encapsulated molecules:  

Murata, Y. et al., Org. Lett. 2013, 13, 2750–2753.
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UV-Vis-NIR (50 μM, toluene)
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with bathochromic shift 
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MP2/6-31G(d,p) 

1H NMR (800 MHz, ODCB-d4) 
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