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Dose response curves for SHP1 enzyme assay
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Figure S1. Dose responses of compound 5aa-ba for SHP1 activation. Data are mean = S.E.M.

(n=3).
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Figure S2. Dose responses of positive control compound 4 for SHP1 activation. Data are mean +

S.E.M. (n=3).

-S2-



Cell viability curves
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Figure S3. Cytotoxic activity of compound 5az (A) and 5ba (B) against RS4;11, NB4,

NCI-H1299 cell lines. Data are mean £+ S.E.M. (n=3).
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NMR Spectra
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Compound 9 ("H NMR)
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Compound 5aa ("H NMR)
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Compound 5aa ('*C NMR)
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Compound 11a ("H NMR)
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Compound 11¢ ("H NMR)
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Compound 11e ("H NMR)
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Compound 5ab ('*C NMR)
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Compound Sac (‘"H NMR)
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Compound Sac (*C NMR)
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Compound 5ad ('*C NMR)
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Compound 5ae (*C NMR)
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Compound 5af (*C NMR)
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Compound 13 ("H NMR)
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Compound Sag ("H NMR)
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Compound Sah ('"H NMR)
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Compound 5ai (‘"H NMR)
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Compound 15 ("H NMR)
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Compound 18 ("H NMR)
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Compound 5aj (*C NMR)
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Compound Sak ('"H NMR)
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Compound 22 ("H NMR)
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Compound 5al (‘"H NMR)
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Compound 24 ("H NMR)
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Compound Sam (‘H NMR)
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Compound 25a ("H NMR)
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Compound 25¢ (‘H NMR)
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Compound 5an ('"H NMR)
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Compound 5ao ("H NMR)
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Compound Sap ('"H NMR)
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Compound Saq ('"H NMR)

000

i 0—
668'0—

5L6°L
wqc.m”
Ro.mv
6LL'C
ww_‘.m.\

0BL'Z~

808z

LZT e~
olee

68—

bAG—

OH

HN

Saq

6.5 6.0 55 5.0 45 4.0 35 3.0 25 20 1.5 1.0 05
1 (ppm)

7.0

Compound 5Saq (*C NMR)

I Ck
825 Ll
166'L)
£9€ 611
855 61 1
259121
589'1Z
806 v2|
991 G2
mmm,hﬂw
BLE 624
180°ZE
LP9EE

N
08. 4¢

qmm,h&%
zal O

££9'85
9Le0e

bhb8L—

el
ZLE'ER
0006k
ovmmm%*

6L9°Z2L—

6588V —

OH

HN

saq

-10

180 170 160 150 140 130 120 0 100 9 80 70 60 50 40 30 20 10
1 (ppm)

190

20 210 200

-S32-



Compound Sar ("H NMR)
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Compound 27a ("H NMR)
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Compound 27¢ ("H NMR)
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Compound Sas ("H NMR)
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Compound Sat (‘H NMR)
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Compound Sau ('"H NMR)
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Compound Sav ("H NMR)
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Compound 31 ("H NMR)
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Compound Saw (1*C NMR)
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Compound 5ax (‘H NMR)
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Compound 5ax ('°F NMR)
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Compound 5ay (‘H NMR)
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Compound Say ('°F NMR)
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Compound 38 ("H NMR)
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Compound 40 ("H NMR)
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Compound 5az (*C NMR)
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Compound 5ba ('"H NMR)
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Compound 5ba ('F NMR)
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High-resolution mass spectroscopy

Compound 7 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info

Acquisition Date 11/18/2022 12:09:28 PM

Analysis Name D:\Dataltj&yf-20221118\CHQ-7_36_01_4664.d
Method new_tune_wide_3min_pos.m Operator and analyser  ECNU.CHEM. G.D.Yang
Sample Name CHQ-7 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type EsI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 “C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste
Intens, +\1S, 0.6min #35|
xl
8
413.3037
6
4
5 4143051
415.3056
0
Meas. miz # Formula miz err  Mean rdb  N-Rul e Conf mSigm Std | Std Mean Std | Std miz Std
[ppm] err e a m/z  VarNorm Diff Comb
[ppm] Dev
413.3037
1 C25H42Na03 413.3026 27 -1.3 4.5 ok even 4.60 0.0065 0.0013 0.0029 0.0020 0.4978
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:35:28 PM Page1 of 1
Compound 8 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 12/5/2022 3:15:48 PM
Analysis Name D:\Dataltjé&yf-20221205\8_28_01_4722.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name 8 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500V Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens, +MS, 0.4-0.5min #(21-27)|
x1
409.2732
6
4
2 410.2740 4152855
416.3444
413.3200 73345
407.2507 _J k 4112759 43355 # 4222305
Y I vl JL G Ll )
Meas. m/z # Formula miz err  Mean rdb N-Ru e mSigma Std|  Std Mean Std | Std m/z Std
[ppm] err le Conf mfz  VarNorm Diff Comb
[ppm] Dev
409.2732
1 C25H38NaO3 409.2713 4.7 -3.1 6.5 ok even 12.64 0.0178 0.0018 0.0081 0.0026 0.6783
Bruker Compass DataAnalysis 4.0 printed: 5 12/5/2022 4:52:15 PM Pagel of 1
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Compound 9 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date
D:\Dataltj&yf-20221118\CHQ-9_43_01_4671.d

11/18/2022 12:41:53 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-9 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS. 0.6min #33|
x108
15 437.3050
1.0
05 438.3072
439.3098
440.3185
0.0
Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigma Std | Std Mean Std 1 Std m/z Std
[ppm] err le Conf miz  VarNerm Diff Comb
[ppm] Dev
437.3059
1 C27H42NaQ3 437.3026 14 6.1 6.5 ok even 25.71 0.0499 0.0029 0.0222 0.0021 0.7069
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:38:18 PM Paget of 1

Compound Saa (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date
D:\Data\tj&yf-20221130\CHQ-5aa_61_01_4693.d

11/30/2022 3:44:11 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5aa Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.2-2.1min #(9-125)|

x108

15

3713343
1.0
05
388.3585
399.3061 4293154 443.3338
0.0 L L i L I
320 340 360 380 400 420 440 460  miz
Meas.m/iz # Formula m/z err[ppm] Meanerr[ppm] rdb N-Rule e Conf mSigma Stdl StdMeanmiz Std|VarNorm Std m/z Diff Std Comb Dev
Bruker Compass DataAnalysis 4.0 printed: 5 11/30/2022 3:51:07 PM Page1 of 1
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Compound 11a (HRM

S)

Mass Spectrum Smartl

Formula Report

Analysis Info
Analysis Name

D:\Data\TJ&YF-20221125\CHQ-11a_60_01_4688.d

Acquisition Date

11/24/2022 3:05:14 PM

Method new_tune_low_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-11a Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 50 miz Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.3-0.5min #{18-28)
%105
15
460.3795
1.0
05 4613819
457.3484
458.3527 459,3342 #9253 3083 468.3044
oo+ Ain — N A AT
454 456 458 460 462 464 466 468 470 miz
Meas. m/z # Formula m/z err  Mean rdb  N-Rul e Conf mSigm Std |  Std Mean Std | Std miz Std
[ppm] err e a mfz  VarNorm Diff Comb
[ppm] Dev
460.3795
1 C29HS0NO3 460.3785 =21 -1.2 5.5 ok even 5.49 0.0084 0.0011 0.0042 0.0029 0.5127
Bruker Compass DataAnalysis 4.0 printed: 5 11/25/2022 3:19:22 PM Page1 of 1
Compound 11b (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/18/2022 11:55:46 AM
Analysis Name D:\Data\j&yf-20221118\CHQ-11b_33_01_4661.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-11b Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.4min #81
109
15 4743973
1.0
05 475.3978
4703966
4
ar13002*7? n3309 473.3786 476.3976
0.01
458 470 472 474 476 478 480 482 484 miz
Meas. miz # Formula miz err  Mean rdb N-Ru e~ Conf mSigma Std | Std Mean Std | Std miz Std
[ppm] err le m/z  VarNorm Di Comb
[ppm] Dev
474.3973
1 C30H52NO3 4743942 -6.6 -4.7 55 ok even 12.06 0.0196 0.0028 0.0071 0.0041 0.7458
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:12:23 PM Page1 of 1
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Compound 11¢ (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\TJ&YF-20220922\CHQ-15a_43_01_4603.d

Acquisition Date

912212022 3:00:14 PM

Compound 11d (HRM

Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-15a Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.7Tmin #161
%105
20
492.3646
15
1.0
4943618
05 493 3652
4853600 498.8002
oo 496.3588 A
486 488 490 492 494 496 498 500 502 miz
Meas. mfz # Formula miz er  Mean rdb N-Ru e mSigma Std | Std Std | Std miz Std
[ppm] err le Conf Mean VarNorm Diff Comb
[ppm] mjz Dev
492 3646
1 C30H51CINO2 492.3603 -8.9 -7 5.5 ok even 27.37 0.0378 0.0039 0.0111 0.0025 0.8952
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 2:57:31 PM Page1 of 1
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/18/2022 12:18:47 PM
Analysis Name D:\Data\ji&yf-20221118\CHQ-11d_38_01_4666.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-11d Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.6-0.9min #(38-53)
x104
458.4004
6
4
2 456.3832 459 4026
457.3832
460.4038
[t}
450 452 454 456 458 460 462 464 466 468 miz
Meas. miz # Formula miz err  Mean rdb N-Ru e~ Conf mSigma Std | Std Mean Std | Std miz Std
[ppm] err le m/z  VarNorm Di Comb
[ppm] Dev
458.4004
1 C30H52NO2 458.3993 -2.5 -1.6 55 ok even 18.82 0.0294 0.0011 0.0092 0.0020 0.7501
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 2:53:00 PM Page1 of 1
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Compound 11e (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 11/18/2022 11:46:44 AM
Analysis Name D:\Datatj&yf-20221118\CHQ-11e_31_01_4659.d
Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-11e Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.5-2.6min #(149-152),
%105
1.25
1.00 456.3853
075
0.50
457.3857
025
458.3899
0.00
Meas. m/z # Formula m/z err  Mean rdb  N-Rul e Conf mSigm Std |  Std Mean Std | Std miz Std
[ppm] err e a mfz  VarNorm Diff Comb
[ppm] Dev
456.3853
1 C30HS0NO2 456.3836 -3.7 2.0 6.5 ok even 9.12 0.0140 0.0018 0.0066 0.0025 0.8427
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 2:54:39 PM Page1 of 1
Compound 5ab (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/24/2022 3:00:41 PM
Analysis Name D:\Data\TJ&YF-20221125\CHQ-5ab_59_01_4687.d
Method new_tune_low_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ab Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 50 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.2-1.5min #(74-90),
x10°
4
432.3840
3
2
433.3882
1
429.3187
430.3230 431.2895 494586
[t}
426 428 430 432 434 436 438 440 miz
Meas. m/z # Formula miz err  Mean rdb N-Ru e Conf mSigma Std 1 Std Mean Std | Std m/iz Std
[ppm] err le m/z  VarNorm Diff Comb
[ppm] Dev
432.3840
1 C28HS50NO2 432.3836 -0.9 -1.2 4.5 ok even 17.73 0.0298 0.0007 0.0094 0.0011 0.4950
Bruker Compass DataAnalysis 4.0 printed: 5 11/25/2022 3:29:03 PM Page1 of 1
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Compound Sac (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Dataltj&yf-20221118\CHQ-6ac_35_01_4663.d

Acquisition Date 11/18/2022 12:04:51 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ac Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.6-2.7min #(157-159)|
8000
468.3805
6000
4000
2000
AT0380 471 3ees
472.3849
0
464 466 468 470 472 mwz
Meas. miz # Formula m/z er  Mean rdb N-Ru e mSigma Std | Std Std | Std miz Std
[ppm] er le Conf Mean  VarNorm Diff Comb
[ppm] m/z Dev
468.3805
1 C29H51NNaO2 468.3812 1.5 19 4.5 ok even 62.11 0.1152 0.0011 0.0555 0.0008 0.6961
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:24:40 PM Paget of 1
Compound 5ad (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/22/2022 2:55:32 PM
Analysis Name D:\Data\TJ&YF-20220922\CHQ-8aa_42_01_4602.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-8aa Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 2.7-2.9min #(163-173)|
x104
8
464.3676
6
4
466.3650
465.3693
2
467 3657
0
4575 460.0 4625 4850 4675 4700 4725 4750 4775 miz
Meas. miz # Formula miz err  Mean rdb N-Ru e mSigma Std 1 Std Mean Std | Std m/z Std
[ppm] emr le Conf m/z  VarNorm Diff Comb
[ppm] Dev
464.3676
1 C29H51CINO 464.3654 -4.8 -4.0 45 ok even 18.10 0.0244 0.0020 0.0091 0.0014 0.7540
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:26:08 PM Page1 of 1
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Compound Sae (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date
D:\Data\tj&yf-20221130\CHQ-5a¢_63_01_4695.d

11/30/2022 3:53:17 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ae Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 1.6-1.8min #96-109)|
x108
15
430.4068
1.0
08 431.4100
4293182 432.4067
00 i
4225 425.0 4275 430.0 4325 435.0 4375 440.0 mwz
Meas. m/z # Formula miz err  Mean rdb N-Rul e Conf mSigma Std1  Std Mean Std | Std miz Std
[ppm] err e mfz  VarNorm Diff Comb
[ppm] Dev
430.4068
1 C29HS52NO 430.4043 5.7 -5.1 4.5 ok even 1213 0.0224 0.0026 0.0076 0.0041 0.7404
Bruker Compass DataAnalysis 4.0 printed: 5 12/1/2022 9:53:22 AM Paget of 1
Compound Saf (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/18/2022 11:51:18 AM
Analysis Name D:\Data\tj&yf-20221118\CHQ-5af_32_01_4660.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5af Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.2-0.4min #(13-21),
x104
3 428.3866
2:
! 4203867
. _J
Meas. m/z # Formula miz err  Mean rdb N-Rul e Conf mSigma Std | Std Mean Std | Std m/z Std
[ppm] er e m/z  VarNorm Diff Comb
[ppm] Dev
428.3866
1 C29H50NO 428.3887 5.0 6.7 55 ok even 29.34 0.0454 0.0032 0.0227 0.0032 0.8069
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:29:59 PM Page1 of 1
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Compound 14 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 11:18:05 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-8_26_01_4633.d
Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-8 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 v Set Divert Valve Waste
Intens +MS, 0.9-0.9min #(54-56)
8000
638.4576
6000
4000
639.4568
2000
w Ny
o

Meas. m/z # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
638.4576
1 C37HB5NNa0O4Si 638.4575 -0.2 26 6.5 ok even 24,61 0.0298 0.0031 0.0167 0.0053 0.8036
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 2:26:50 PM Page1 of 1
Compound Sag (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 10/28/2022 12:39:57 PM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-5ag_32_01_4640.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ag Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 1.5-1.8min #(88-106)|
x104
402.3372
6
4
2 403.3380
4043383 411.3235
0
Meas. m/z # Formula m/z err  Mean rdb N-Rul e~ Conf mSigm Std | Std Mean Std | Std miz Std
[ppm] er e a m/iz  VarNorm Diff Comb
[ppm] Dev
402.3372
1 C26H44NO2 402.3367 -1.2 0.5 55 ok even 762 0.0107 0.0014 0.0047 0.0025 0.5563
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 2:22:36 PM Page1 of 1
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Compound Sah (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Dataltj&yf-20221130\CHQ-6ah_70_01_4702.d

Acquisition Date

11/30/2022 4:25:32 PM

Compound Sai (HRMS)

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ah Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.7-0.9min #{40-52)|
x108
15
417.3486
1.0
05
418.3492
H3.3
4 sﬂ 122 234153084 419.3513 424.2959
0.0
Meas. miz # Formula miz err  Mean rdb N-Ru e mSigma Std | Std Std | Std miz Std
[ppm] er le Conf Mean  VarNorm Diff Comb
[ppm] m/z Dev
417.3486
1 C26H45N202 417.3476 -2.6 -09 5.5 ok even 18.24 0.0276 0.0013 0.0119 0.0028 0.7891
Bruker Compass DataAnalysis 4.0 printed: 5 12/1/2022 9:57:32 AM Paget of 1
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/30/2022 4:02:26 PM
Analysis Name D:\Data\tj&yf-20221130\CHQ-5ai_65_01_4697.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ai Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.5-2.6min #(150-157)|
x10°,
404.3548
1.5
10
05 405.3553
399.3074
4003110 406.3568 4133183
0.0
Meas. m/z # Formula miz err  Mean rdb N-Ru e Conf mSigma Std 1 Std Mean Std | Std m/iz Std
[ppm] err le m/z  VarNorm Diff Comb
[ppm] Dev
404.3548
1 C26H46NO2 404.3523 -6.2 -4.4 4.5 ok even 13.69 0.0210 0.0022 0.0091 0.0029 0.7521
Bruker Compass DataAnalysis 4.0 printed: 5 12/1/2022 9:59:58 AM Page1 of 1

-S60-



Compound 15 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\TJ&YF-20220922'CHQ-23_40_01_4600.d

Acquisition Date 9/22/2022 2:46:13 PM

Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-23 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.2-1.3min #(70-78),
x10%
is 5383860
1.0
539.3914
05
0.0
534 536 538 540 542 544 546 miz
Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] m/z Dev
538.3880
1 C32HS3NNaO4 538.3867 2.5 2.2 6.5 ok even 4.82 0.0078 0.0014 0.0036 0.0019 0.5357
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:07:09 PM Page1 of 1
Compound 16 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/28/2022 2:34:23 PM
Analysis Name D:\Data\j&yf-20220928\CHQ 34_47_01_4608.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ 34 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 0.5-0.5min #{28-30),
6000-
5000 5303835
4000
3000
2000
1000-
536.36845
508.3628 52,3067 537.3565
o "
526 528 530 532 534 536 538 540 miz
Meas. m/z # Formula m/z err  Mean rdb N-Rul e Conf mSigma Std | Std Mean Std | Std m/z Std
[ppm] err e miz  VarNorm Diff Comb
[ppm] Dev
530.3835
1 C32H52NOS 530.3840 09 2.0 75 ok even 57.29 0.0768 0.0014 0.0248 0.0022 0.6302
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 2:47:18 PM Page1 of 1

-S61-



Compound 18 (HRMS

)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\TJ&YF-20221028\CHQ-37_12_01_4619.d

Acquisition Date 10/28/2022 9:53:20 AM

Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-37 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 v Set Divert Valve Waste
Intens +MS, 2.6-2.9min #(170-175)

x104

3 4533447

2

1 454.3455

oo

Meas. miz # Formula miz err  Mean rdb N-Ru e mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
453.3447
1 C27TH46N2Na0O2 453.3451 1.0 29 55 ok even 4.82 0.0069 0.0023 0.0035 0.0031 0.5698
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 12:42:37 PM Page1 of 1
Compound 19 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 10/28/2022 11:36:47 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-196_30_01_4637.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-196 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 1.0-1.1min #{57-65)|
x104
5
4
554.3831
3
2
5553842
1
552.3659
0
Meas. miz # Formula mfz err  Mean rdb N-Ru e~ mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Dif Comb
[ppm] miz Dev
§54,3831
1 C32HS53NNaO5 554.3816 2.7 -1.2 6.5 ok even 4.65 0.0083 0.0016 0.0037 0.0032 0.5393
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 3:27:47 PM Page1 of 1
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Compound Sak (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date

D:\Dataltj&yf-20221130\CHQ-6ak_62_01_4694.d

11/30/2022 3:48:44 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ak Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.7-2.8min #(160-164)|
x1o4
8
386.3429
6
4
5 387.3434
388.3530
385.2915
389.3558
o _/\_J L_.JLJ\_.A 3937788
380 382 384 386 388 390 392 394 mwz
Meas. m/z # Formula miz err Mean rdb N-Rul e Conf mSigma Std1  Std Mean Std | Std miz Std
[ppm] err e mfz  VarNorm Di Comb
[ppm] Dev
386.3429
1 C26H44NO 386.3417 -3.0 -2.2 55 ok even 3372 0.0473 0.0017 0.0330 0.0028 0.7091
Bruker Compass DataAnalysis 4.0 printed: 5 12/1/2022 10:06:55 AM Paget of 1
Compound 22 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 10/28/2022 10:25:32 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-28_19_01_4626.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-28 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 1.0-1.2min #{60-68),
x1od
6
524.3726
4
2 5253734
526.3762
5383884
0
Meas. mfz # Formula miz err  Mean rdb N-Ru e~ mSigma Std | Std Std 1 Std m/z Std
[ppm] er le Conf Mean VarNorm Diff Comb
[ppm] miz Dev
524.3726
1 C31TH5INNaQ4 5243710 -2.9 -1.4 6.5 ok even 14.74 0.0209 0.0017 0.0071 0.0025 0.6563
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 11:00:01 AM Page1 of 1
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Compound 23 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Data\TJ&YF-202

Acquisition Date

21028\CHQ-29_16_01_4623.d

10/28/2022 10:11:40 AM

Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-29 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.1-2.2min #(123-133),
x104
4
537.4038
3
2
538.4050
1
539.4090
[t}
Meas. m/z # Formula miz err  Mean b N-Ru e mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] m/z Dev
537.4039
1 C32H54N2NaO3 537.4027 2.2 -1.0 6.5 ok even 7.34 0.0113 0.0011 0.0036 0.0018 0.5556
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 11:02:50 AM Page1 of 1
Compound Sal (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 12/2/2022 10:29:57 AM
Analysis Name D:\Data\TJ&YF-20221202\5al_14_01_4709.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name Sal Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.3-0.6min #(15-39)|
x109
1.0
415.3668
08
0.6
0.4
416.3673
0.2 412.3900
4143310 Hr3mo
0.0
412 414 416 418 420 422 miz
Meas. m/z # Formula m/z err  Mean rdb N-Rul & Conf mSigma Std 1 Std Mean Std | Std miz Std
[ppm] err e m/z  VarNorm Diff Comb
[ppm] Dev
415.3668
1 C27H47TN20O 415.3683 35 5.2 5.5 ok even 11.19 0.0182 0.0025 0.0060 0.0028 0.7117
Bruker Compass DataAnalysis 4.0 printed: 5 12/2/2022 10:52:12 AM Pagei of 1
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Compound 24 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 9/22/2022 2:27:32 PM
Analysis Name D:\Data\TJ&YF-20220922\CHQ-26_37_01_4596.d
Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-26 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.1-1.3min #(66-76)|
x104
25
508.3770
20
1.5
1.0
509.3797
0.5
510.3827
514.4253
0.0
502 504 506 508 510 512 514 516 518 miz
Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] m/z Dev
508.3770
1 C31HS1TNNaO3 508.3761 1.7 -1.3 6.5 ok even 3 0.0059 0.0007 0.0023 0.0007 0.4198
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:09:39 PM Page1 of 1

Compound 25 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 11/18/2022 12:14:07 PM
Analysis Name D:\Data\j&yf-20221118\CHQ-25_37_01_4665.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-25 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.5-2.6min #(148-152))
x1o4
25 5204728
20
15
1.0 5304749
532.4328
05
531.4703 S g4tz
526.4165 534,4420 536.4372
0.0
Meas. miz # Formula miz err  Mean rdb  N-Ru e Conf mSigm Std 1 Std Mean Std | Std m/z Std
[ppm] err le a miz  VarNorm Di Comb
[ppm] Dev
520.4728
1 C34HBIN202 529.4728 -0.1 15 55 ok even 6.41 0.0089 0.0022 0.0057 0.0058 0.6398
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 2:57:53 PM Page1 of 1
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Compound Sam (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\TJ&YF-20221202\6am_12_01_4707.d

Acquisition Date

12/2/2022 10:20:51 AM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name 5am Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.6min #154|
x108
0.8
429.4237
0.6
0.4
430.4257
0.2
431.4249
0.0 A
Meas. m/z # Formula m/z err Mean rdb N-Rul e Conf mSigm Std1  Std Mean Std | Std miz Std
[ppm] er e a miz  VarNorm Diff Comb
[ppm] Dev
4294237
1 C29HS53N2 429.4203 -7.8 -6.7 4.5 ok even 745 0.0148 0.0031 0.0056 0.0032 0.7065
Bruker Compass DataAnalysis 4.0 printed: 5 12/2/2022 10:55:46 AM Paget of 1
Compound 26a (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/22/2022 2:18:15 PM
Analysis Name D:\Data\TJ&YF-20220922\CHQ-27a_35_01_4594.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-27a Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.6-0.8min #(37-48)
x1o4
25
524,4083
20
15
1.0
525.4108
0.5
526.4150
0.0
Meas. mfz # Formula miz err  Mean rdb N-Ru e~ mSigma Std | Std Std 1 Std m/z Std
[ppm] er le Conf Mean VarNorm Diff Comb
[ppm] miz Dev
524.4083
1 C32ZH5 NNaO3 5244074 -1.7 -0.5 55 ok even 14.07 0.0265 0.0028 0.0141 0.0008 0.7585
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:11:56 PM Page1 of 1
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Compound 26b (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 9/22/2022 2:41:35 PM
Analysis Name D:\Data\TJ&YF-20220922\CHQ-27b_39_01_4599.d
Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-27b Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 v Set Divert Valve Waste
Intens +MS, 1.3-1.5min #(80-87)
x10%
538.4248

20

15

1.0

539.4263
05
544.4724 5 e yorm

Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] mz Dev
538.4248
1 C33HS7TNNaO3 538.4231 3.3 =21 55 ok even 4.36 0.0058 0.0015 0.0024 0.0019 0.5028
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:14:18 PM Page1 of 1
Compound 26¢ (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/22/2022 2:22:53 PM
Analysis Name D:\Data\TJ&YF-20220922\CHQ-27¢_36_01_4595.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-27¢ Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 V Set Dry Gas 6.0 l/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.2-1.3min #(69-77)
x4
3
552.4389
2
1 5534413
554.4450
0
Meas. miz # Formula mfz err  Mean rdb N-Ru e~ mSigm Std | Std Std | Std mfz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] m/z Dev
§52.4389
1 C34HS59INNaO3 5524387 -0.3 0.2 55 ok even 9.75 0.0128 0.0004 0.0047 0.0008 0.5017
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:16:11 PM Page1 of 1
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Compound 26e (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 9/22/2022 2:50:51 PM
Analysis Name D:\Data\TJ&YF-20220922\CHQ-27d_41_01_4601.d
Method new_tune_wide_3min_pas.m Operator and analyser ~ ECNU.CHEM. G.D.Yang
Sample Name CHQ-27d Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.0-1.2min #(61-69)|
x10%
3 550.4247
2
551.4261
1
552.4292
553.4324
0
Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] m/z Dev
550.4247
1 C34HSTNNaO3 550.4231 -3.0 -1.8 6.5 ok even 5.76 0.0108 0.0014 0.0043 0.0019 0.5449
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 3:18:13 PM Page1 of 1

Compound 5an (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 9:57:50 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-3a0_13_01_4620.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-3a0 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.2min #73|
X109
20
15 402.3752
1.0
05 403.3753
404.3795
0.0
Meas. m/z # Formula miz err  Mean rdb  N-Rul e Conf mSigm Std | Std Mean Std | Std miz Std
[ppm] er e a m/iz  VarNorm Diff Comb
[ppm] Dev
402.3752
1 C27H48NO 402.3730 -5.5 -3.5 4.5 ok even 9.16 0.0137 0.0020 0.0067 0.0028 0.6084
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 12:45:21 PM Page1 of 1
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Compound Sao (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 10:16:20 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-8ap_17_01_4624.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-8ap Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, D.6-0.7min #(38-44)]
x104
& 438.3692
4
2 4393734
440.3690
0
Meas. m/z # Formula miz err  Mean rdb  N-Ru e Conf mSigma Std 1 Std Mean Std | Std m/z Std
[ppm] err le m/z  VarNorm Diff Comb
[ppm] Dev
438.3692
1 C28H49NNaO 438.3706 34 3.6 4.5 ok even 16.34 0.0286 0.0022 0.0099 0.0046 06033
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 12:48:07 PM Paget of 1

Compound 5ap (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 10:07:04 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-8aq_15_01_4622.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-8aq Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 1.1-1.2min #(68-74)|
x104
5
452.3856
4
3
2
453.3769
1
454.3723
o
Meas. m/z # Formula miz err  Mean rdb N-Rul e Conf mSigm Std | Std Mean Std | Std m/z Std
[ppm] err e a miz  VarNorm Diff Comb
[ppm] Dev
452.3856
1 C29HS51TNNaO 452.3863 1.5 9.9 4.5 ok even 8.90 0.0163 0.0077 0.0070 0.0141 0.7196
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 12:50:13 PM Page1 of 1
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Compound Saq (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 10:30:10 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-8as_20_01_4627.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-8as Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 2.5-2.5min #(147-149)|
x108
08 430.4068
06
04
431.4061
0.2
432.4088
4283598 433.4056 444.4181
0.0
420 425 430 435 440 445 mwz
Meas. m/z # Formula miz err  Mean rdb N-Rul e Conf mSigma Std1  Std Mean Std | Std miz Std
[ppm] err e mfz  VarNorm Di Comb
[ppm] Dev
430.4068
1 C29HS52NO 430.4043 56 2.7 4.5 ok even 11.93 0.0196 0.0024 0.0085 0.0040 0.6613
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 3:39:32 PM Paget of 1
Compound Sar (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 10/28/2022 10:20:56 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-8ar_18_01_4625.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-8ar Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.2-2.5min #(129-148)|
x104
8
428.3886
6
4
4293897
2
430.3950
433.3803 435.3963
Meas. m/z # Formula miz err  Mean rdb N-Rul e Conf mSigma Std | Std Mean Std | Std m/z Std
[ppm] er e m/z  VarNorm Diff Comb
[ppm] Dev
428.3886
1 C29H50NO 428.3887 02 186 55 ok even 10.39 0.0199 0.0013 0.0091 0.0018 0.5681
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 12:52:17 PM Page1 of 1
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Compound 27a (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\TJ&YF-20221028\CHQ-24a_14_01_4621.d

Acquisition Date

10/28/2022 10:02:27 AM

ECNU.CHEM. G.D.Yang

Method new_tune_wide_3min_pas.m Operator and analyser
Sample Name CHQ-24a Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ES| lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 v Set Dry Gas 6.0 /min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.0-1.2min #(61-72)
x104
4- 538.4234
3
2
539.4277
1
540.4276
535.3469 5524283
0
530 535 540 545 550 miz
Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] m/z Dev
538.4234
1 C33HS7TNNaO3 538.4231 -0.6 -0.5 55 ok even 8.51 0.0149 0.0019 0.0055 0.0021 0.5981
Bruker Compass DataAnalysis 4.0 printed: 5 10/28/2022 10:57:51 AM Page1 of 1
Compound 27b (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/28/2022 2:39:12 PM
Analysis Name D:\Dataltj&yf-20220928\CHQ 24b_48_01_4609.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ 24b Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.0-1.2min #(62-69)|
x104
0.8
566.4538
06
0.4
0.2
568.4264
5613936 564.4293 570.4507 575.4072
0.0
558 560 562 564 566 568 570 572 574 576 578 miz
Meas. miz # Formula miz er  Mean rdb N-Ru e mSigma Std | Std Std | Std m/iz Std
[ppm] er le Conf Mean VarNorm Diff Comb
[ppm] m/z Dev
566.4538
1 C35H61NNaO3 566.4544 1.1 8.1 5.5 ok even 31.85 0.0549 0.0131 0.0222 0.0231 0.8232
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 2:52:00 PM Page1 of 1
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Compound 27¢ (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Dataltj&yf-20221118\CHQ-27¢_39_01_4676.d

Acquisition Date

11/18/2022 3:19:22 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-27¢c Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste

Intens. +MS, 1.7-1.8min #(102-1
6000

594 4842

4000

2000

592.4745 597 4942

600.5292

o ]
592 593 594 595 596 597 598 599 600 601 mwz
Meas. miz # Formula m/z er  Mean rdb N-Ru e mSigma Std | Std Std | Std miz Std
[ppm] er le Conf Mean  VarNorm Diff Comb
[ppm] m/z Dev
594.4842
1 C37HB5NNaO3 594.4857 24 25 5.5 ok even 21.12 0.0321 0.0015 0.0112 0.0002 0.6230
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:46:50 PM Paget of 1
Compound 5as (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 12/2/2022 10:16:21 AM
Analysis Name D:\Data\TJ&YF-20221202\5as_11_01_4706.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name Sas Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.7-2.7min #{158-161)|
x10%4
416.3898
15
1.0
05 417.3018
413.2661
408 2466 4183015 1232843 4253430
0.07
408 410 412 414 418 418 420 422 424 426 miz
Meas. m/z # Formula miz err  Mean rdb  N-Rul e Conf mSigma Std1  Std Mean Std | Std miz Std
[ppm] er e mfz  VarNorm Diff Comb
[ppm] Dev
416.3898
1 C28HS0NO 416.3887 26 -1.2 4.5 ok even 14.37 0.0219 0.0019 0.0073 0.0030 0.7065
Bruker Compass DataAnalysis 4.0 printed: 5 12/2/2022 10:23:15 AM Page1 of 1
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Compound Sav (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name

D:\Data\TJ&YF-20221202\5av_16_01_4711.d

Acquisition Date 12/2/2022 10:38:56 AM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name BSav Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 v Set Divert Valve Waste
Intens. +MS, 2.7-2.8min #(161-168)|
x104
468.4200
15
1.0
473.3455
469.4221
05
4743486
470.4235 475.3202
471.3630
0.0

Meas. miz # Formula miz err  Mean rdb N-Rul e Conf mSigm Std| Std Mean Std | Std miz Std
[ppm] err e a mfz  VarNorm Diff Comb
[ppm] Dev
468.4200
1 C32ZHS4NO 468.4200 0.1 25 6.5 ok even 6.43 0.0091 0.0068 0.0047 0.0020 0.7225
Bruker Compass DataAnalysis 4.0 printed: 5 12/2/2022 2:06:01 PM Paget of 1
Compound 31 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/18/2022 12:32:40 PM
Analysis Name D:\Datalj&yf-20221118\CHQ-31_41_01_4669.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-31 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.8-1.9min #(110-116)|
x104
6 4243199
4
2 4253200
429.4157
428.3776
4183304 4263246
A
o
4175 4200 4225 4250 4275 4300 4325 4350 4375 miz
Meas. miz # Formula miz err  Mean rdb N-Ru e mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
424.3199
1 C26H43NNaO2 424.3186 -3.0 -1.2 55 ok even 260 0.0035 0.0015 0.0024 0.0033 0.4847
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:04:32 PM Page1 of 1
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Compound Saw (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info

Analysis Name D:\Data\TJ&YF-20221202\5aw_15_01_4710.d

Acquisition Date 12/2/2022 10:34:26 AM

-S74-

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name Saw Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 1.5-1.8min #(80-107)|
x108
0.8
360.3267
06
04
0.2 361.3270
LA w7z B 3503040 3623292 e zem
0.0
Meas. m/z # Formula miz err  Mean rdb  N-Rul e Conf mSigm Std|  Std Mean Std | Std m/z Std
[ppm] ermr e a m/z  VarNorm Diff Comb
[ppm] Dev
360.3267
1 C24H42NO 360.3261 -1.7 0.4 45 ok even 5.74 0.0077 0.0014 0.0052 0.0031 0.5443
Bruker Compass DataAnalysis 4.0 printed: 5 12/2/2022 2:08:03 PM Paget of 1
Compound 34 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 12/5/2022 3:20:22 PM
Analysis Name D:\Data\tj&yf-20221205\34_29_01_4723.d
Method new_tune_low_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name 34 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 50 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.2min #13|
x104
25
20 331.0451
15
1.0
05
339.2538
0.0 F“
Meas. m/z # Formula m/z err  Mean rdb N-Ru e~ mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
331.0451
1 C14H11CIF3NZ202 331.0456 13 24 8.5 ok even 332 0.0048 0.0010 0.0022 0.0012 0.4155
Bruker Compass DataAnalysis 4.0 printed: 5 12/5/2022 3:45:52 PM Page1 of 1



Compound Sax (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 11/18/2022 12:46:30 PM
Analysis Name D:\Dataltj&yf-20221118\CHQ-5ax_44_01_4672.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-5ax Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180°C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 Set Divert Valve Waste
Intens +MS, 0.5-0.6min #(32-38)

x104

15

631.3247

05- 632.3206 6333217

6343215

635.3279
0.0

Meas. m/z # Formula m/z err  Mean rdb  N-R e mSig Std | Std Std | Std m/z Std
[ppm] err ule Conf ma Mean VarNorm Diff Comb
[ppm] miz Dev
631.3247
1 C34H48CIF3N2NaO2 631.3249 03 0.3 9.5 ok even 321 0.0037 0.0012 0.0015 0.0023 0.4376
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:32:48 PM Paget of 1

Compound 5ay (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 12/5/2022 2:57:27 PM
Analysis Name D:\Data\tj&yf-20221205\5ay_24_01_4718.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name Say Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.7-0.9min #(40-55)|
x104
3
700.3900
707 4963
4
3
701.3912
2
702.3862 708.4936
1
703.3884
709.4883
6954741 7043044 N 7104784 7133884
0
696 698 700 702 704 706 708 710 712 714 miz
Meas. m/z # Formula miz err  Mean rdb  N-R e mSigm Std | Std Std | Std miz Std
[ppm] err ule Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
700.3900
1 C40HS54CIF3N302 700.3851 7.0 -5.6 135 ok even 38.54 0.0436 0.0041 0.0121 0.0015 0.7210
Bruker Compass DataAnalysis 4.0 printed: 5 12/5/2022 4:46:35 PM Page1 of 1
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Compound 37 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 11:22:46 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-37_27_01_4634.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-37 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.1-1.3min #(64-80)|
x104
5
4 524.3728
3
2
525.3756
1
526.3767
0
Meas. miz # Formula m/z err  Mean rdb N-Ru e mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
5243728
1 C31TH5INNaO4 5243710 3.4 2.7 6.5 ok even 6.93 0.0101 0.0019 0.0046 0.0018 0.5617
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 3:30:06 PM Paget of 1
Compound 38 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 10/28/2022 12:49:00 PM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-38_34_01_4642.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-38 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.2-1.8min #(73-108)|
x104
3 588.2849
586.2864
2
1
o ~J
Meas. miz # Formula miz err  Mean rdb N-Ru e~ mSigma Std | Std Std | Std miz Std
[ppm] err le Conf Mean VarNorm Diff Comb
[ppm] miz Dev
586.2864
1 C31HS50BrNNaO3 586.2866 0.4 08 6.5 ok even 21.07 0.0195 0.0010 0.0054 0.0016 0.5297
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 3:32:54 PM Page1 of 1
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Compound 39 (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info Acquisition Date 10/28/2022 12:44:27 PM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-39_33_01_4641.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-39 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 0.5-0.7min #(32-39)|
x104
836.3964
5
4
3
2
1 839.3923
840.3930
ol
Meas. miz # Formula miz err  Mean rdb N-R e mSigm Std | Std Stdl  Stdm/z Std
[ppm] err ule Conf a Mean VarNor Diff Comb
[ppm] miz m Dev
836.3964
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 3:36:39 PM Page1 of 2
Compound 40 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 11/18/2022 12:51:08 PM
Analysis Name D:\Data\tj&yf-20221118\CHQ-40_45_01_4673.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-40 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 0.6-0.8min #(34-46),
x104
838.4134
15
1.0
B3g4134 8404123
0.5
841.4157
842.4155
843.4255
0.0
Meas. miz # Formula miz err  Mean rdb N-R e mSigm Std | Std Stdl  Std m/z Std
[ppm] er ule Conf a Mean VarNor Diff Comb
[ppm] miz m Dev
838.4134
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:07:08 PM Page1 of 2

-S77-



Compound Saz (HRMS)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

D:\Data\tj&yf-20221206\6az_25_01_4719.d

Acquisition Date 12/5/2022 3:01:58 PM

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name baz Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 Set Divert Valve Waste
Intens. +MS, 0.5-0.7min #(31-39)|

x104

1.25

1.00

716.3761
7215030
075
050
TIT3863 oo S
y 723.4782
025
719.3844
724.4680
7123704 T13FANGTI4ITIE 745 4500 j 7203793 25,4732 406 4180

0.00

Meas. m/z # Formula miz err  Mean rdb N-Ru e mSigm Std | Std Std | Std miz Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
716.3761
1 C40H54CIF3N303 716.3800 55 13 135 ok even 12.96 0.0160 0.0033 0.0063 0.0049 0.6348
Bruker Compass DataAnalysis 4.0 printed: 5 12/5/2022 4:50:08 PM Paget of 1
Compound 41 (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 10/28/2022 11:27:25 AM
Analysis Name D:\Data\TJ&YF-20221028\CHQ-41_28_01_4635.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-41 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens +MS, 0.8-0.9min #(45-55)|
x109
1.25
482.3615
1.00
075
0.50
0.25
4843647
485.3685 486,/?055 4892111 /N
0.00
480 482 484 486 488 miz
Meas. m/z # Formula miz err  Mean rdb N-Ru e mSigma Std | Std Std | Std m/z Std
[ppm] er le Conf Mean VarNorm Diff Comb
[ppm] m/z Dev
482.3615
1 C29H49NNaO3 482.3605 -2.2 -0.5 55 ok even 12.90 0.0227 0.0013 0.0108 0.0028 0.6187
Bruker Compass DataAnalysis 4.0 printed: 5 10/31/2022 2:11:35 PM Page1 of 1
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Compound 42 (HRMS

)

Mass Spectrum SmartFormula Report

Analysis Info
Analysis Name

Acquisition Date 11/18/2022 12:55:48 PM

D:\Dataltj&yf-20221118\CHQ-42_46_01_4674.d

Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ-42 Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 m/z Set Capillary 4500 vV Set Dry Gas 6.0 I/min
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 1.1min #66|
x104
3
5442759 546.2724
2
1
544857 543.4864 548.2781
0
Meas. mfz # Formula m/z emr Mean rdb N-Ru mSigm Std | Std Std | Std m/z Std
[ppm] err le Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
5442759
1 C29H48BrNNaO2 544.2761 0.4 26 55 ok 8.85 0.0071 0.0019 0.0024 0.0021 0.5344
Bruker Compass DataAnalysis 4.0 printed: 5 11/18/2022 3:09:41 PM Paget of 1
Compound 5ba (HRMS)
Mass Spectrum SmartFormula Report
Analysis Info Acquisition Date 9/28/2022 2:29:39 PM
Analysis Name D:\Datatj&yf-20220928\CHQ 8bd_46_01_4607.d
Method new_tune_wide_3min_pos.m Operator and analyser ~ECNU.CHEM. G.D.Yang
Sample Name CHQ 8bd Instrument / Ser# micrOTOF 10293
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5Bar
Focus Active Set Dry Heater 180 °C
Scan Begin 100 miz Set Capillary 4500 V Set Dry Gas 6.0 limin
Scan End 3000 miz Set End Plate Offset -500 V Set Divert Valve Waste
Intens. +MS, 2.8-2.8min #(166-168)|
x104
20
672.3574
15
1.0
B7T33621 574 3674
05
0.0
666 668 670 672 674 676 678 680 miz
Meas. m/z # Formula miz err  Mean rdb  N-R e mSigm Std | Std Std | Std miz Std
[ppm] err ule Conf a Mean VarNorm Diff Comb
[ppm] miz Dev
672.3574
1 C38HS0CIF3N302 672.3538 -5.3 -6.9 135 ok even 30.07 0.0350 0.0048 0.0144 0.0020 0.8169
Bruker Compass DataAnalysis 4.0 printed: 5 9/28/2022 2:40:05 PM Page1 of 1
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