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S1. Full details for Ref. 39.

$2. Cartesian coordinates of the transition structure of the thermal dehalogenation of
1-chlorohexane calculated at the DFT M05-2X/6-311+G(d, p) level of theory are also
reported

$3. A video file (MP4 format) presenting the change of the electron localization
function (ELF) pattern of bonding at the reaction center along the IRC path of the
thermal dehalogenation of 1-chlorohexane calculated at the DFT M05-2X/6-311+G(d,
p) level of theory, is available for further examination as Electronic Supplementary
Information. The video presents colour-filled maps of ELF for configurations in the
interval defined between the points -50 to +20 along the representative energy
barrier (i.e., regions a-g). This information can be used for didactical purposes in
studying in detail the two stages one step mechanism that we propose as a proper
way of interpretation this polar reaction process in the gas phase. The ELF values (0
to 1) are mapped on a Red-Green-Blue colour scale indicated on the left of each frame.
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S2. Cartesian coordinates of the transition structure of the thermal
dehalogenation of 1-chlorohexane calculated at the DFT M05-2X/6-311+G(d, p)

level of theory.
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$3. A video file (MP4 format) presenting the change of the electron localization
function (ELF) pattern of bonding at the reaction center along the IRC path of the
thermal dehalogenation of 1-chlorohexane calculated at the DFT M05-2X/6-311+G(d,
p) level of theory, is available for further examination as Electronic Supplementary
Information. The video presents colour-filled maps of ELF for configurations in the
interval defined between the points -50 to +20 along the representative energy
barrier (i.e., regions a-g). This information can be used for didactical purposes in
studying in detail the two stages one step mechanism that we propose as a proper
way of interpretation this polar reaction process in the gas phase. The ELF values (0
to 1) are mapped on a Red-Green-Blue colour scale indicated on the left of each frame.



