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1. NMR spectra of synthesized compounds
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1.1 'H NMR, BC NMR spectra of tertiary propargyl alcohols
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2. ORTEP diagram of 2a

Crystal parameters

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system
Space group

Unit cell dimensions

Volume

Z

Density (calculated)
Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections

rbnnk?2
C21 Hi7 F Oy
320.35
293(2) K
1.54184 A
‘Monoclinic’
‘P121/n1’
a=15.0818(3) A o= 90°.
b = 5.99520(10) A B=102.281(2)°.
c =18.5272(4) A vy = 90°.
1636.86(6) A3
4
1.300 Mg/m3
0.734 mm-1
672
0.28 x 0.12 x 0.12 mm3
3.441 to 71.438°.
-18<=h<=16, -3<=k<=7, -22<=I<=19
5097
3106 [R(int) = 0.0121]
S80



Completeness to theta = 25.00°
Refinement method

Data / restraints / parameters
Goodness-of-fit on F2

Final R indices [I>2sigma(l)]

R indices (all data)

Largest diff. peak and hole
CCDC

100.0 %

Full-matrix least-squares on F2
3106/0/218

1.046

R1=0.0424, wR2 =0.1172
R1=0.0472, wR2 =0.1223
0.164 and -0.245 e.A-3
1033721
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