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Table S1 Crystallographic data of compound 3f

Parameter Value

Empirical formula C18 H20 Cl N3

Mr

space group

313.82

P-1

a [Å] 6.9895(2)

b [Å] 8.6676(3)

c [Å] 13.6291(5)

α [deg] 76.606(2)

β [deg] 81.336(2)

γ [deg] 79.948(2)

Volume [Å3] 785.64(5)

Z 2

Dc [mg/m-3] 1.327

F (000) 332

T [K] 130(2)

wavelength [Å] 0.71073

absorption coefficient [mm-1] 0.243

completeness to theta 30.54 (96.3 %)

reflections collected/unique 16738/4625 [R(int) = 0.0533]

data/restraints/parameters 4625/0/199

R1, wR2 [I>2σ(I)] 0.0679, 0.1356

R1, wR2 (all data) 0.1118, 0.1543

goodness of fit on F2 1.013

largest diff. peak and hole [e.Å-3] 0.610 and -0.301
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1H NMR spectra, 13C NMR and HRMS for target compounds.
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