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Motivation

6PCM(DCM)-revDSD-PBEP86-D4/def2-QZVPP//PCM(DCM)-PBEh-3c
SC-XRD: 50% probability level shown, Hydrogen shown as spheres with arbitrary size 



Observations

7PCM(DCM)-revDSD-PBEP86-D4/def2-QZVPP//PCM(DCM)-PBEh-3c
SC-XRD: 50% probability level shown, Hydrogen shown as spheres with arbitrary size 
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Nonclassical carbocation ?

12PCM(DCM)-PBEh-3c, C6F5 groups omitted for clarity
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Capturing of intermediate
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Capturing of intermediate

14SC-XRD: 50% probability level shown; Hydrogen shown as spheres with arbitrary size; selected H omitted for clarity
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PBEh-3c SC-XRD

2.19 d(BC2) / Å 2.22

91.2 a(BC1C2) / ° 92.3

VdW Radii: B: 1.92 Å ;C: 1.70 Å
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2.91 / 2.97 Å 
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