Supplemental data: Mass spectrometry

Compound 1a

D:\data_2019\juphr92shr1 1/24/2019 9:18:42 AM nbt344

juphr92shr1 #1 RT:0.02 AV: 1 NL: 1.45E7
T: FTMS + p ESI Full lock ms [150.00-900.00]

Relative Abundance

s ndn g g, 80 %080 8080, 8,,8,%,.8,.8,,8,,8..8..8,.8,,8..8

4252255
Ci17Hzg 05 Ng = 425.2255
-0.1848 ppm

213.1163
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C12H24 05 N3=290.1710
01179 ppm
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Compound 2b

*MSD1 SPC, time=0.875 of D:\DATA-LCMS-5\2019\01-1912019-01-08\1\Y02484-14396-09--D ES-API, Pos, Scan, Fra
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Compound 1c

*MSD1 SPC, time=2.069 of D:\DATA-LCMS-5\2019\01-19\2019-01-29\1\Y1310-14516-29-1---.D ES-API, Pos, Scan, F
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Compound 2a

Spectium RT 0.47 (1 scans}

IMENSY 4075 da 2021081 141327
APCI+ Max: 5.9€8
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D:data_2023\uphu29shr1 6/22/2023 11:16:39 AM ab077
juphu29shrt #1 RT:0.02 AV:1 NL:137E8
T: FTMS + p ESI Full ms [100.00-1200.00]
3121458
Ci16H1s 02 N5 =312.1455
1004 1.0962 ppm
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L Spectrum RT 0.14- 0.27 {6 scans}
Intensi
i afterprep.dab: 2021.09.24 121914,
APCI+ Max: 6.2E8
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Compound 2d

Spectrum RT 0.35- 0.49{7 scans)

It ity
NS aferprep.date 2021 11,19 10:40:55 ¢
APCI + Max: 2.9E8
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Compound 2e

Mass Spectrum
Line#: 1
Acquisition Mode: Scan (Positive)
R.Time: 0.942(Scan#:146) Spectrum Mode: Averaged 0.935-0.948(145-147)
BasePeak: 301.2(39633)
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Compound 2f
Intensity Spectrum RT 1.63 {1 scans, 1
GR331 after HPLC datx 2022.01.21 12:11:53 ;
APCI + Max: 8.4E8
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Compound 2g
) Mass Spectrum
Line#: 1

Acquisition Mode: Scan (Positive)
R.Time: 0.928(Scan#:144) Spectrum Mode: Single 0.928(144) Background: 0.895-0.982(139-152)
BasePeak: 340.2(26794)
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Compound 2h

. Mass Spectrum
Line#: 1
Acquisition Mode: Scan (Positive)
R.Time: 0.988(Scan# 153) Spectrum Mode: Averaged 0.982-0.995(152-154)
BasePeak: 354.2(299579)
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Compound 3a
. Mass Spectrum
Line#: 1
Acquisition Mode: Scan (Positive)
R.Time: 0.682(Scan#:107) Spectrum Mode: Averaged 0.675-0.688(106-108)
BasePeak: 374 2(109697)
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Compound 3b
] Mass Spectrum
Line#: 1
Acquisition Mode: Scan (Positive)
R.Time: 2. 048(Scan#:312) Spectrum Mode: Averaged 2 042-2 055(311-313)
BasePeak: 414.2(494777)
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Compound 4/KMI1169

) Mass Spectrum
Line#: 1
Acquisition Mode: Scan (Puositive)
R Time: 1.188(Scan# 182-184) Spectrum Mode: Averaged 1.182-1.195(182-184)
BasePeak: 323 2(152487)
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Compound KMI169Ctrl
Mass Spectrum
Line#: 1
Acquisition Mode: Scan (Positive)
R.Time: 0.733(Scan#:226-228) Spectrum Mode: Averaged 0.730-0.737(226-228)
BasePeak: 316.9(555571)
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