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Table S1. Crystal Data and Structure Refinement for 7e. 

Empirical Formula C40H49NO2Si 

Formula weight 603.89 
Temperature 173(2) K 
Wavelength 0.71073 A 

Crystal system, space group Orthorhombic, P2(1)2(1)2(1) 
Unit cell dimensions a = 9.3798(19) Å alpha = 90 deg. 

 b = 13.079(3) Å beta = 90 deg. 
 c = 28.827(6) Å gamma = 90 deg. 

Volume 3536.5(12) Å3 
Z, Calculated density 4, 1.134 Mg/m3 
Absorption coefficient 0.100 mm−1 

F (000) 1304 
Crystal size 0.80 × 0.70 × 0.60 mm 

Theta range for data collection 2.10 to 26.35 deg. 
Limiting indices −11 <= h<=11, −14 <= k<=16, −34 <= l <= 36 

Reflections collected/unique 24411/7202 [R (int) = 0.0523] 
Completeness to theta = 26.35 99.9% 

Absorption correction Semi-empirical from equivalents 
Max. and min. transmission 0.9424 and 0.9242 

Refinement method Full-matrix least-squares on F2 
Data/restraints/parameters 7202/0/397 

Goodness-of-fit on F2 1.175 
Final R indices [I > 2sigma (I)] R1 = 0.0597, wR2 = 0.1444 

R indices (all data) R1 = 0.0630, wR2 = 0.1465 
Absolute structure parameter −0.13(15) 

Largest diff. peak and hole 0.219 and −0.345 e.A−3 
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Figure S1. NMR Spectra for the Propargylic Alcohols Products. 
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Figure S2. HPLC Spectra of the Propargylic Alcohols Products. 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 8.130 BB 0.2539 167.02376 10.18796 3.3201 
 2 10.273 BB 0.3569 4863.61865 213.96878 96.6799 
Totals: 5030.64241 224.15674 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 6.454 BB 0.1741 219.45233 19.63624 2.7447 
 2 12.465 BB 0.4161 7775.95850 292.79892 97.2553 
Totals: 7995.41083 312.43516 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|------------|----------------|---------------|-------------| 
 1 6.440 VV 0.1908 4856.67627 397.02255 97.0249 
 2 6.917 BB 0.2160 148.92174 10.34672 2.9751 
Totals: 5005.59801 407.36927 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 9.504 BV 0.3701 72.11470 2.94545 3.6785 
 2 27.675 BB 1.1559 1888.30469 20.17732 96.3215 
Totals: 1960.41939 23.12277 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|------------|---------------|---------------|-------------| 
 1 6.293 BB 0.1805 96.56470 8.32010 1.1636 
 2 9.723 BB 0.3328 8202.46777 385.29794 98.8364 
Totals: 8299.03247 393.61805 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|------------|---------------|---------------|-------------| 
 1 7.118 BB 0.2128 129.48990 9.41662 2.7356 
 2 11.267 BB 0.3988 4604.02734 180.01799 97.2644 
Totals: 4733.51724 189.43461 



Molecules 2013, 18 S25 

 

 

OH

H3C
9g  

min0 2 4 6 8 10 12

mAU   

0

10

20

30

40

50

60

70

 VWD1 A, Wavelength=254 nm (LI\090117000002.D)

 6
.5

9
0

 9
.7

94

 
OH

H3C
9g  

min0 2 4 6 8 10 12

mAU   

0

20

40

60

80

100

120

140

160

 VWD1 A, Wavelength=254 nm (LI\090117000001.D)

 6
.5

3
3

 9
.6

8
8

 

Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|------------|---------------|---------------|-------------| 
 1 6.533 BB 0.1980 92.27942 7.24765 2.4403 
 2 9.688 BB 0.3421 3689.23779 168.98087 97.5597 
Totals: 3781.51721 176.22851 



Molecules 2013, 18 S26 

 

 

OH

OCH3

9h  

min0 2 4 6 8 10 12 14

mAU   

0

20

40

60

80

100

 VWD1 A, Wavelength=254 nm (LI\0902016000002.D)

 9
.1

99

 1
0.

1
8

3

 
OH

OCH3

9h  

min0 2 4 6 8 10 12 14

mAU   

0

20

40

60

80

100

120

 VWD1 A, Wavelength=254 nm (LI\0902016000001.D)

 9
.1

9
0

 1
0

.1
6

3

 
Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 9.190 BV 0.3002 65.34696 3.37397 2.0347 
 2 10.163 VB 0.3526 3146.21997 139.17323 97.9653 
Totals: 3211.56693 142.54721 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 11.433 BB 0.3651 84.38023 3.47189 2.9429 
 2 14.513 BB 0.5229 2782.89478 82.85305 97.0571 
Totals: 2867.27500 86.32494 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 10.052 BB 0.3574 80.70335 3.50592 1.7836 
 2 14.410 BB 0.5828 4443.92822 118.57702 98.2164 
Totals: 4524.63157 122.08293 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
1 29.927 BB 0.6856 178.26758 3.09936 5.0314 
2 34.489 BB 1.0546 3364.80078 48.81406 94.9686 
Totals: 3543.06836 51.91342 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 6.053 BB 0.1713 180.19814 16.47809 3.3396 
 2 13.346 BB 0.4898 5215.59277 166.92085 96.6604 
Totals: 5395.79091 183.39894 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 5.955 VB 0.1813 84.62672 7.24935 3.5058 
 2 12.425 BB 0.4562 2329.29492 79.66242 96.4942 
Totals: 2413.92165 86.91177 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 

------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 9.459 BB 0.3679 167.02376 5.82216 1.2526 
 2 15.769 BB 0.6908 1.09811e4 246.83197 98.7474 
Totals: 1.11204e4 252.65413 
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Peak RetTime Type Width Area Height Area 

# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 9.335 BB 0.3430 191.04559 8.66960 4.2188 
 2 21.953 BB 0.9746 4337.38818 68.63472 95.7812 
Totals: 4528.43378 77.30432 
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Peak RetTime Type Width Area Height Area 

# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|----------------|-------------| 
 1 4.345 BB 0.1086 305.69379 43.29863 7.8295 
 2 6.315 BB 0.1956 3598.67700 287.41974 92.1705 
Totals: 3904.37079 330.71836 
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Peak RetTime Type Width Area Height Area 
# [min] [min] mAU *s [mAU] % 
------|-----------|-----|-----------|---------------|---------------|-------------| 
 1 4.223 BB 0.0975 90.75805 14.55558 5.8361 
 2 5.705 BB 0.1567 1464.34680 145.50090 94.1639 
Totals: 1555.10485 160.05648 


