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Table S1 Selected bond distances (A), geometric looseness (%Lg,), and geometrical asymmetry (%ASg,) of anti-E2-TS structures for F- +

CH;CH,Y (Y = Cl, Br?2, I34) reactions as optimized by M06/aug-cc-pVDZ and M06/ECP/d methods.

Substitution FTS(F-Hy) FTS(CY) pProduct(F_Hy) pReactant(C _Y) %(F-Hj) %(Co—Y) %L %AS
CH;CH,CI 1.231 2.042 0.918 1.813 34.0 12.6 46.7 214
CH;CH,Br 1.271 2.225 0.918 1.969 38.4 13.0 51.4 35.4

CH;CH,I 1.311 2.424 0.918 2.161 42.8 12.2 55.0 30.6




