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Materials, solvents and instrumentation.

All starting materials were purchased from Aldrich and used without further purification.
Solvents were dried by standard methods or distilled prior to use. Reactions were
monitored by TLC on precoated silica gel plates (ALUGRAM SIL G/UV254) and revealed by
exposure to a UV254 lamp.

H, 13C, NMR spectra were recorded using a Bruker 400 spectrometers. Chemical shifts
(6/ppm) are reported relative to Si(CHs)s, CDCls.

FTIR spectra were measured on Agilent series Cary Spectrum 600 FT-IR
spectrophotometer, units are cm™.

Mass spectra were acquired with an Agilent Technologies ESI TOF spectrometer.

Also a Gas Chromatographer 7890B coupled to a Mass Spectrometer 5977A MSD of simple
quadrupole 5977A MSD both from Agilent Thecnologies.

A column HP-5MS-UI, 30m x 0.250 mm, 0.25um was chosen. Helium with a flow of 1 mL/min was
used.

Experimental UV-visible spectra were determined using a Thermo Scientific Evolution 220
double beam spectrophotometer.
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NMR spectra for the synthesized compounds.
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Gas chromatography for an impure sample of Compound 2.
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Mass Spectrometry for Peak 1 (17.21min) of the previous chromatogram
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FTIR spectra for the synthesized compounds.
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UV-Visible spectra of the synthesized compounds and tables for
the determination of molar absorptivity coefficients.

UV-visible spectrum for TDAP
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UV-visible spectrum for Compound 2
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UV-visible spectrum for Compound 4
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UV-visible spectrum for Compound 6
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UV-visible spectrum for Compound 8
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UV-visible spectrum for Compound 10
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UV-visible spectrum for Compound 11
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UV-Spectra for TDAP and compounds 1-11
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Normalized UV-Vis spectra for TDAP and compounds 1-11
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Geometry and electronic structure of the transition states taken
into account for the mechanistic study

AQthiadiazole = -0.105 au
Nucleophile attack angle: 116.6°
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AQthiagiazole = -0-049 au
AQphenol = 0.092 au
Nucleophilic attack angle: 141.0°
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Nucleophilic attack angle: 99.8°



