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General Information:

All solvents used were of analytical grade and used as purchased without further purification. 
Reactions were monitored by thin-layer chromatography (TLC). Visualization of the spots on 
TLC plates was done under UV light. Commercial silica gel (60-120 and 100-200 mesh size) 
was used for column chromatography. 1Hs were recorded in CDCl3 and 13C NMR samples 
were recorded in CDCl3, and 1-2 drops of DMSO-d6, chemical shifts are expressed in parts per 
million (δ) scale using tetramethylsilane as an internal standard. The standard abbreviations s, 
d, dd, t, and m refer to singlet, doublet, and doublet of doublet, triplet, and multiplet 
respectively. Coupling constants (J) have been reported in Hz. Oxindole derived propargyl 
alcohols synthesized using a reported procedure. Isatins, alkynes, KOtBu,thiophenols, 2-
naphthalenethiol, 1-naphthalenethiols, Ca(OTf)2, Bu4NPF6and other reagents required were 
purchased from Sigma-Aldrich, Alfa Aeser, Spectrochem, TCI Chemicals and Avra Synthesis. 
Solvents and silica gel (60−120 mesh) and other common reagents were procured from local 
suppliers. Thin-layer chromatography (TLC) was carried out on Merck silica gel plates (60 
F254). 1H and 13C{1H} NMR were recorded on a Bruker Ultrashield 500 and 400 MHz or 
Bruker Ascend 500 MHz instrument. Melting points were measured with a MEPA LABINDIA 
melting point apparatus. Single-crystal X-ray diffraction data were collected in Bruker D8-
Quest diffractometers.
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Data for Single X-Ray Crystal Structure 3a:
Vapour diffusion crystallization method was used for crystal growth for 3a, where compound 
was dissolved in chloroform by heating to make saturated solution in small vial which was 
placed in closed bottle with other solvent as n-hexane.

Figure S1. ORTEP representation of compound 3a and thermal ellipsoids are drawn with 50% 
probability. 

Crystal data and structure refinement for 3a:

Identification code ysr32a

Empirical formula C22H17NOS

Formula weight 343.42

Temperature 293 K 

Wavelength 0.71073 Å 

Crystal system 'Triclinic'

Space group P 1 21/c 1

Unit cell dimensions a = 7.472 (2) Å α = 115.159(12). 

b = 10.980 (3) Å β = 102.060 (13). 

c = 12.170 (4) Å γ = 95.668 (13). 

Volume 863.7 (5)

Z 2

Density            1.320 Mg/m3

Absorption coefficient 0.196 mm-1
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F(000)             36.0

Crystal size 0.16 x 0.14 x 0.12 mm3

Theta range for data collection 2.852 to 27.750. 

Index ranges -9<=h<=9,-14<=k<=14,-15<=l<=15

Reflections collected 27526

Independent reflections 1946 [R(int) = 0.0779] 

restraints / parameters 0/226

Goodness-of-fit on F2 1.076

Final R indices [I>2sigma(I)] R1 = 0.0779, wR2 = 0.1640

CCDC number                                    2109891



S4

Spectral copies:
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