4-[5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]benzenesulfonamide: 'H NMR
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4-[5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]lbenzenesulfonamide: *C NMR
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4-[5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yllbenzenesulfonamide: ESI MS
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di-tert-butyl ({4-[5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]phenyl}sulfonyl)imidodicarbonate: '"H NMR
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di-tert-butyl ({4-[5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]phenyl}sulfonyl)imidodicarbonate: *C NMR
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di-tert-butyl ({4-[5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]Jphenyl}sulfonyl)imidodicarbonate: '°F NMR
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4-[4-fluoro-5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]-benzenesulfonamide ('°F-1): 'TH-NMR

Acquisition Time (sec) 3.2998 | Comment Account No. YYZ002 F-posicoxib proton Date 09 Jul 2014 22:43:12
File Name D:\GDrive\Publishing\2015 COX-2\Compounds\Compound 1\NMR\Proton AV400\Proton AV400_fid Frequency (MHz) 400.13
Nucleus 1H Number of Transients 8 Original Points Count 26441 Points Count 65536
Pulse Sequence zg30 Solvent DMSO-D6 Sweep Width (Hz) 8012.82 Temperature (degree C) 26.045
18 F
MeCN/Bu,NCIO
7 CFs 1 4 1 - 7 CFs
18 *
N-N ['®F]-Et,NF*4HF N_i]
2.7V vs Ag wire
O, .
) HCI, 80°C
Boc—N O 2)
\
Boc
w0
Q
N~
~
<
T
- .
N
N
0|
I st
Q
N~
! N
~
\
1.97 198 179 282 2.00
| J I
YYT[TYYY[YYTY[YYYY[TYYY‘TYTY[YYYY[YTYT[YYTY[YYYY[YTYT[YYYT[TYTY‘YTYT[YYYT‘TYTY[YYTY[YTYT[TYTY‘YYTY[YTYY[YTYT[TYTY[YTYY[YTYT[TYYY[TYTY[YTYT[TYY‘TYTY[YYYY[YTYY[TTY[YYY
7.95 7.90 7.85 7.80 7.75 7.70 7.65 7.60 7.55 7.50 7.45 7.40 7.35 7.30 7125 7.20 7.15
Chemical Shift (ppm)
A b
9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 45 4.0 35 3.0 25 2.0

Chemical Shift (ppm)

0.5




4-[4-fluoro-5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]-benzenesulfonamide ('°F-1): °F NMR
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4-[4-fluoro-5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]-benzenesulfonamide ('°F-1): 3C NMR
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4-[4-fluoro-5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]-benzenesulfonamide ('°F-1): *C NMR
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4-[4-fluoro-5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]-benzenesulfonamide ('°F-1): ESI MS
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4-[4-fluoro-5-phenyl-3-(trifluoromethyl)-1H-pyrazol-1-yl]-benzenesulfonamide ('°F-1): Ananlytical HPLC
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Compound S3: UV-254, Total ion chromatogramms and ESI MS spectrum
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