DE GRUYTER Supporting Information =—— S1

Supporting Information

1,3-dimethyl imidazolium dimethylphosphate [DMImd-DMP] :
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4H-benzo-[b]lpyrans spectra :
2-amino-7,7-dimethyl-5-o0xo0-4-(4-ethylphenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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2-amino-7,7-dimethyl-5-oxo0-4-(4-chlorophenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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2-amino-7,7-dimethyl-5-0x0-4-(4-dimethylaminophenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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2-amino-7,7-dimethyl-5-0x0-4-(3-hydroxy-4-methoxyphenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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4,4°-(1,4-phenylene)bis(2-amino-7,7-dimethyl-5-0x0-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile)
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2-amino-7,7-dimethyl-5-o0xo0-4-(-4-acetylphenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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Acquisition Parameter
Source Type ESI

lon Polarity Positive Set Nebulizer 0.6 Bar
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Heater 200 °C
Scan End 2500 m/z Set Collision Cell RF  1800.0 Vpp Set Dry Gas 7.0 I/min
Inlenss. +MS, 0.31min #18, Background Subtracted (#7-9)|
x10°
1 1+
2+ 3374549
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1.54 1+
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Meas.m/z z # lonFormula m/z err[ppm] mSigma rdb e  Conf
337.154890 1+ 1 C20H21N203 337.154669 -0.7 21 120 even
359.136838 1+ 1 C20H20N2NaO3 359.136613 -0.6 7.9 120 even
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2-amino-7,7-dimethyl-5-oxo0-4-(4-hydroxyphenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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oe

thyl-5-oxo0-4-(4-nitrophenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile

ime
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2-amino-7,7-dimethyl-5-o0xo0-4-(3-nitrophenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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2-amino-7,7-dimethyl-5-0x0-4-(2-nitrophenyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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2-amino-7,7-dimethyl-5-oxo0-4-(p-tolyl)-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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2-amino-7,7-dimethyl-5-0x0-4-phenyl-5,6,7,8-tetrahydro-4H-chromene-3-carbonitrile:
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1-phenyl dihydropyrano[2,3-c]pyrazole spectra :
6-amino-3-methyl-1-phenyl-4-(4-acetylphenyl)-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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Source Type ESI lon Polarity Positive Set Nebulizer 0.6 Bar
Scan Begin 50 m'z Set Capillary 4500 V Set Dry Heater 200 °C
Scan End 2500 m/z Set Collision Cell RF 1800.0 Vpp Set Dry Gas 7.0 I/min
Intenss.. +MS, 0.29min #16, Background Subtracted (#6-7)
x10°] 1+
41 371.1503
3]
2]
]
1 243]5760 393.1324
50 100 150 200 250 300 350 400 miz
'menss- i X044626CYC.d: +MS, 0.29min #16, Background Subtracted (#6-7)
10
X 44 371.1503
3-
2..
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1] 372.1534
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L 373.1561
Q A
x109 % Ca2HisNs0,, 371.1503
44 371.1503
3-
2_
1+
1] 372.1533
1+
oi, s s .
371.0 3715 372.0 3725 373.0 3735 374.0 3745 mz
Meas.m/z z # lonFormula m/z err[ppm] mSigma rdb e  Conf
371.150344 1+ 1 C22H19N402 371.150252 -0.2 3.0 16.0 even
393.132428 1+ 1 C22H18N4NaO2 393.132197 -0.6 11.0 16.0 even
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6-amino-3-methyl-1-phenyl-4-(4-ethylphenyl)-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-1-phenyl-4-(2-thienyl)-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile

S——
125 15 105 95 90 85 80 75 70 65 60 55 S50 45 40 35 30 25 20 15 1.0 05 00
1 (ppm,

~°

29.94
197
g

t220

200

180

160

140

T T T T
o W0 0 80 U0 M0 0 MO om0 w0 om0 0 %0 80 » & 50 % ') 2 10 0 -10
1 (ppm)



S20 —— Supporting Information DE GRUYTER

6-amino-3-methyl-1-phenyl-4-(4-hydroxyphenyl)-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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3-methyl-1-phenyl-4-(1H-indol-3-y1)-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-1-phenyl-4-phenyl-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-1-phenyl-4-(4-nitrophenyl)-1,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-1-phenyl-4-(3-nitrophenyl)-1,4-dihydropyrano|[2,3-c]pyrazole-5-carbonitrile
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dihydropyrano|[2,3-c]pyrazole spectra :
6-amino-3-methyl-4-(4-nitrophenyl)-2,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-4-(4-dimethylaminophenyl)-2,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-4-(4-chlorophenyl)-2,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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4,4°-(1,4-phenylene)bis(6-amino-3-methyl-2,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile)
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6-amino-3-methyl-4-(p-formylphenyl)-2,4-dihydropyrano|[2,3-c]pyrazole-5-carbonitrile
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6-amino-3-methyl-4-(p-tolylphenyl)-2,4-dihydropyrano[2,3-c]pyrazole-5-carbonitrile
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