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Table S5  KINAL simulation of ionic hydrogenation of (2-anisyl)diadamantylmethanol using reduced model and anti- and syn-(2-anisyl)diadamantylmethanes as targets.


Initial concentrations

Arbitrary constants

Optimized constants

Hydrosilane
[alcohol]
[silane]

103 k1
103 (k5 + k5')

103 k2
102 k4

TES-h
0.01903
0.07604

1.0
1.0

1.195
1.153

TES-h
0.01881
0.1504




1.144
0.969

TES-h
0.01857
0.2226




1.187
0.914

TES-h
0.01835
0.2926




1.162
0.830






Means

1.17(0.02
0.967(0.137

TES-d
0.01877
0.1504

1.0
1.0

0.768
0.814

TES-d
0.01853
0.2226




0.823
0.788

TES-d
0.01833
0.2926




0.812
0.756






Means

0.799(0.032
0.786(0.029

DMPS-h
0.01903
0.07604

1.0
1.0

5.041
1.253

DMPS-h
0.01881
0.1504




5.255
1.277

DMPS-h
0.01857
0.2226




4.992
1.136

DMPS-h
0.01835
0.2926




4.939
1.020






Means

5.04(0.15
1.172(0.118

DMPS-d
0.01877
0.1504

1.0
1.0

3.151
0.855

DMPS-d
0.01859
0.2226




3.327
0.684

DMPS-d
0.01833
0.2926




3.198
0.617






Means

3.23(0.09
0.719(0.123

Table S6  KINAL simulation of ionic hydrogenation of (2-anisyl)diadamantylmethanol using extended model and all products as targets (k0 = 7 × 10−4 s−1, [H2O]initial = 0.01 M, ksi for reaction of silylium ion with water).


Initial concentrations

Arbitrary constants

Optimized constants

Hydrosilane
[alcohol]
[silane]

103 k1
104 k5'
102 ksi

103 k2
105 k4
106 k5

TES-h
0.01903
0.07604

1.0
3.0
1.0

1.148
3.099
2.931

TES-h
0.01881
0.1504





1.118
3.289
2.782

TES-h
0.01857
0.2226





1.167
3.421
2.735

TES-h
0.01835
0.2926





1.149
4.177
2.818







Means

1.1460.020
0.967(0.137
2.817(0.084

TES-d
0.01877
0.1504

1.0
3.0
1.0

0.752
3.055
2.940

TES-d
0.01853
0.2226





0.812
2.907
2.877

TES-d
0.01833
0.2926





0.803
3.005
3.158







Means

0.789(0.032
2.989(0.075
2.992(0.147

DMPS-h
0.01903
0.07604

1.0
3.0
1.0

4.856
4.230
2.952

DMPS-h
0.01881
0.1504





5.179
4.876
2.840

DMPS-h
0.01857
0.2226





4.868
4.306
2.996

DMPS-h
0.01835
0.2926





5.032
4.529
3.422







Means

4.984(0.153
4.485(0.290
3.053(0.255

DMPS-d
0.01877
0.1504

1.0
3.0
1.0

3.110
3.527
3.284

DMPS-d
0.01859
0.2226





3.287
3.259
3.980

DMPS-d
0.01833
0.2926





3.185
2.962
3.958







Means

3.249(0.283
0.719(0.123
3.741(0.396

