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geometries.

Figure S1: Geometries of intermediates and products of the propene Prins reaction.
Page S2

Figure S2: Geometries at the 200 femtoseconds passed from TS1(Me), TS2(Me), TS3(Me),
TS4(Me) in Figure 1 and TS1(Ph) in Figure 3. Pages S3-S7

Figure S3: Geometries of the precursor, intermediates and products of the styrene Prins
reaction. Pages S8-S9

Figure S4: A carbocation [X(Ph)] formation path calculated by B3LYP/6-311+G(d,p).
Page S10

Figure S5: The initial geometry composed of that of the carbocation X(Ph) and (H.0); is

converted into that of diol(Ph) and (H.O); both by B3LYP/6-31G(d) and by
B3LYP/6-311+G(d,p). The molecular formula of the system is C1oHs50.3".  Pages S11-S12
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Figure S1: Geometries of intermediates and products of the propene Prins reaction. TS

geometries are shown in Figure 1.
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Figure S2: Geometries at the 200 femtoseconds passed from TS1(Me), TS2(Me), TS3(Me),
TS4(Me) in Figure 1 and TS1(Ph) in Figure 3.
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Figure S3: Geometries of the precursor, intermediates and products of the styrene Prins

reaction. TS geometries are shown in Figure 3.
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Figure S4: A carbocation [X(Ph)] formation path calculated by B3LYP/6-311+G(d,p). The
geometry of precursor(Ph) is shown in Figure S3. The cation X(Ph) is stabilized by canonical

resonance structures exhibited in the box.
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The initial geometry
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The initial geometry

B3LYP/6-311+G(d,p)

Figure S5: The initial geometry composed of that of the carbocation X(Ph) and (H.0); is
converted into that of diol(Ph) and (H,O); both by B3LYP/6-31G(d) and by
B3LYP/6-311+G(d,p). The molecular formula of the system is C1oHs5023".
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