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S2 

1H NMR Spectrum (500 MHz, CDCl3) for methyl 3-methoxybenzoate (9) 
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S3 

13C NMR spectrum (126 MHz, CDCl3) for methyl 3-methoxybenzoate (9) 
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S4 

1H NMR Spectrum (500 MHz, CDCl3) for methyl 3-methoxybenzoylacetonitrile (6) 
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S5 

13C NMR Spectrum (126 MHz, CDCl3) for methyl 3-methoxybenzoylacetonitrile (6) 
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S6 

1H NMR Spectrum (500 MHz, CDCl3) for (Z)-3-methoxy-3-(3-methoxyphenyl)prop-2-enenitrile (7) 
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9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0

Chemical Shift (ppm)

3.303.000.880.910.910.961.04

M03(s) M05(s) M07(s)

M04(d)

M06(s)

M02(d)

M01(m)

7
.3

3
7
.3

2
7
.3

0
7
.2

7
7
.1

3
7
.1

1
7
.0

6
7
.0

1
7
.0

0

4
.9

6

4
.2

5

3
.8

4



S7 

13C NMR Spectrum (126 MHz, CDCl3) for (Z)-3-methoxy-3-(3-methoxyphenyl)prop-2-enenitrile (7) 

B04JD059_F1 carbon.esp
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S8 

1H NMR Spectrum (500 MHz, CDCl3) for (E)-3-methoxy-3-(3-methoxyphenyl)prop-2-enenitrile (7) 
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S9 

13C NMR Spectrum (126 MHz, CDCl3) for (E)-3-methoxy-3-(3-methoxyphenyl)prop-2-enenitrile (7) 
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S10 

1H NMR Spectrum (500 MHz, CDCl3) for 2-(3-methoxybenzoyl)-3-(phenylamino)prop-2-enenitrile (11) 
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S11 

13C NMR Spectrum (126 MHz, CDCl3) for 2-(3-methoxybenzoyl)-3-(phenylamino)prop-2-enenitrile (11) 
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S12 

1H NMR spectrum (500 MHz, CDCl3) for [5-amino-1-(4-fluorophenyl)-1H-pyrazol-4-yl]-3-methoxyphenyl ketone (12) 
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S13 

13C NMR spectrum (126 MHz, CDCl3) for [5-amino-1-(4-fluorophenyl)-1H-pyrazol-4-yl]-3-methoxyphenyl ketone (12) 
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S14 

1H NMR spectrum (500 MHz, CD3OD) for [5-amino-1-(4-fluorophenyl)-1H-pyrazol-4-yl]-3-hydroxyphenyl ketone (13) 
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S15 

13C NMR spectrum (100 MHz, CD3OD) for [5-amino-1-(4-fluorophenyl)-1H-pyrazol-4-yl]-3-hydroxyphenyl ketone (13) 
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S16 

1H NMR spectrum (500 MHz, CDCl3) for [5-amino-1-(4-fluorophenyl)-1H-pyrazol-4-yl]{3-[(R)-2,2-dimethyl-1,3-dioxolan-4-yl)methoxy]phenyl} ketone (15) 
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S17 

13C NMR spectrum (126 MHz, CDCl3) for [5-amino-1-(4-fluorophenyl)-1H-pyrazol-4-yl]{3-[(R)-2,2-dimethyl-1,3-dioxolan-4-yl)methoxy]phenyl} ketone (15) 
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S18 

1H NMR (500 MHz, DMSO-d6) for 5-amino-1-(4-fluorophenyl)-4-{3-[2(S)-3-dihydroxypropoxy]benzoyl}pyrazole (RO3201195) (1) 
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S19 

13C NMR (126 MHz, DMSO-d6) for 5-amino-1-(4-fluorophenyl)-4-{3-[2(S)-3-dihydroxypropoxy]benzoyl}pyrazole (RO3201195) (1) 
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