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Supplementary Table 1: List compounds structures used for MRS screening:
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Compound 2: 2-(2-butyl-4-chloro-1H-imidazol-5-yl)-5-(4-methoxyphenyl)-1-oxa-3-
azaspiro[5.5]undecane.
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Mass:

Method DEF_MS.M Operator MBU
Sample Name Instrument HCTultra ETD Il
Acquisition Parameter
lon Source Type ESI lon Polarity Positive Alternating lon Polarity off
Mass Range Mode 319 ps Scan Begin 50 m/z Scan End 1300 miz
Capillary Exit 109.0 Volt Skimmer 40.0 Volt Trap Drive 49.6
Accumulation Time Ultra Scan Averages 5 Spectra Auto MS/MS off
Intens. +MS, 0.1-0.3min #(10-43)
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Compound 3: 2-(1H-indol-3-yl)-5-(4-methoxyphenyl)-1-oxa-3-azaspiro[S.5]undecane
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13C NMR:
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Compound 4: 2-(4-bromophenyl)-5-(4-methoxyphenyl)-1-oxa-3-azaspiro[S.5]undecane
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13C NMR
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Mass:

Method DEF_MS.M Operator MBU
Sample Name Instrument HCTultra ETD Il

Acquisition Parameter

lon Source Type ESI lon Polarity Positive Alternating lon Polarity off
Mass Range Mode 200000 ps Scan Begin 50 m/z Scan End 900 m/z
Capillary Exit 109.0 Volt Skimmer 40.0 Volt Trap Drive 496
Accumulation Time Ultra Scan Averages 5 Spectra Auto MS/MS off
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Compound 5: 4'-((2-butyl-4-chloro-5-(5-(4-methoxyphenyl)-1-oxa-3-azaspiro[5.5]undecan-
2-yl)-1H-imidazol-1-yl)methyl)-[1,1'-biphenyl]-2-carbonitrile
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13C.NMR
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Compound 6: 5-(4-methoxyphenyl)-2-(2-methyl-1H-indol-3-yl)-1-oxa-3-
azaspiro[S.5]undecane




TH-NMR:
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BC-NMR:
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Compound 7: 5-(4-methoxyphenyl)-2-(2-phenyl-1H-indol-3-yl)-1-oxa-3-
azaspiro[5.5]undecane
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I3C-NMR
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Compound 8: 2-(2-butyl-4-chloro-1-(4-nitrobenzyl)-1H-imidazol-5-yl)-2,4-dihydro-1H-
benzo[d][1,3]oxazine

'TH-NMR:
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Compound 12: 4-(5-(4-methoxyphenyl)-1-oxa-3-azaspiro[5.5]undecan-2-yl)-N,N-

dimethylaniline
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Mass:

Method

Sample Name
Acquisition Parameter

DEF_MS.M

Operator
Instrument

MBU
HCTultra ETD Il

lon Source Type ESI lon Polarity Positive Alternating lon Polarity off
Mass Range Mode 200000 ps Scan Begin 50 m/z Scan End 800 m/z
Capillary Exit 109.0 Volt Skimmer 40.0 Volt Trap Drive 496
Accumulation Time Ultra Scan Averages 5 Spectra Autec MS/MS off
Intens, +MS, 0.1-0.7min #(14-132)|
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Compound 13: 3-(5-(4-methoxyphenyl)-1-oxa-3-azaspiro[5.5]undecan-2-yl)-4H-chromen-4-
one
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I3C-NMR
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Compound 21: 2-(2-butyl-4-chloro-1-(4-phenoxybenzyl)-1H-imidazol-5-yl)-5-(4-
methoxyphenyl)-1-oxa-3-azaspiro[5.5]undecane
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13C-NMR
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