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Supplementary Information

Table S1.  Electronic energy, zero-point vibrational energy correction (ZPE) and thermal correction to the energy (TCE), in atomic units, of the stationary points in the addition to isoprene. All single point energy calculations (SP) were calculated at the MP2/6-311** geometry.
	
	MP2/

6-311G**
	SP
	BHandHLYP/

6-311G**

	
	Energy
	ZPE (TCE)
	MP2(FC)/

cc-pVTZ
	MP2(full)/

cc-pVTZ
	CCSD(T)/

6-311+G**
	Energy
	ZPE (TCE)

	Isoprene
	-194.722630
	0.113736

(0.119688)
	-194.855578
	-194.933501
	-194.811854
	-195.228850
	0.116978

(0.122684)

	OH
	-75.574387
	0.008783

(0.011143)
	-75.620710
	-75.633091
	-75.596240
	-75.723456
	0.008844

(0.011204)

	PR1-2
	-270.304219
	0.124522

(0.133602)
	-270.483211
	-270.573937
	-270.412896
	-270.958706
	0.127838

(0.136678)

	PR3-4
	-270.304622
	0.124563

(0.133622)
	-270.483486
	-270.574098
	-270.413299
	-270.959180
	0.127955

(0.136724)

	TS1
	-270.300714
	0.127680

(0.135494)
	-270.482130
	-270.574136
	-270.409969
	-270.957106
	0.127847

(0.135832)

	TS2
	-270.292550
	0.129816

(0.133732)
	-270.472552
	-270.564454
	-270.402172
	-270.945837
	0.127838

(0.135496)

	TS3
	-270.294744
	0.128291

(0.136002)
	-270.476183
	-270.568038
	-270.403727
	-270.950190
	0.127987

(0.135720)

	TS4
	-270.301065
	0.127718

(0.135391)
	-270.482456
	-270.574213
	-270.409264
	-270.957445
	0.128124

(0.135873)

	Adduct I
	-270.368234
	0.130119

(0.137602)
	-270.549215
	-270.641154
	-270.391500
	-271.015781
	0.132166

(0.139605)

	Adduct II
	-270.345710
	0.129646

(0.136974)
	-270.524835
	-270.616436
	-270.449446
	-270.989818
	0.130090

(0.137620)

	Adduct III
	-270.343975
	0.128568

(0.136263)
	-270.524328
	-270.615894
	-270.448275
	-270.989917
	0.130040

(0.137919)

	Adduct IV
	-270.364585
	0.129987

(0.137383)
	-270.545237
	-270.637089
	-270.387713
	-271.011592
	0.131956

(0.139344)


