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Table S1: The optimal range of drug-likeness parameters followed by 95% of approved

drugs [1]
Mole‘cular Molejcular cLogP 0 HBA 1 HBD n rotable
descriptor weight bounds
Optimum
130to 725 -2.0t0 6.5 2 to 20 0to6 0to 15
range

cLogP: the calculated octanol/water partition coefficient; HBA: Hydrogen bond

acceptor; HBD: Hydrogen bond donor
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"H-NMR spectrum of Al.
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HR MS spectrum of A1.
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Meas. m/z # lon Formula m/z err[ppm] mSigma Score rdb e Conf N-Rule
4831722 1 C27H28N2NaO3S 483.1713 -2.0 199 1 6379 145 even ok
HPLC spectrum of Al.
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13C NMR spectrum of A2.
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HR MS spectrum of A2.



Analysis Info

Analysis Name  D\Data\waixichenyihua\HJ-0128-446_P1-B-9_01_23540.d
Method Tune_pos_wide_LC with calibration-20190508-1.m

Sample Name  HJ-0128-446
Comment

Acquisition Date  1/29/2021 2:25:34 PM

Operator ECNU-Chem
Instrument maxis impact 282001.00122

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Beqgin 50 miz Set End Plate Offset -500 v Set Dry Gas 6.0 limin
Scan End 3000 miz Set Collision Cell RF 1700.0 Vpp Set Divert Valve Waste
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#
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Meas. m/z # lon Formula

1128584 1000 0.0175
296620 263 00229
41184 72 00311

m/z e [ppm] mSigma

4691557 1 C26H26N2ZNaO3S 469.1556 -01

HPLC spectrum of A2.
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13C NMR spectrum of A3.
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Meas. m/z # lon Formula m/z err [ppm] mSigma Score rdb e Conf N-Rule
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HR MS spectrum of A4.
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 1.5 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset ~ -500 V Set Dry Gas 6.0 I/min
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13C NMR spectrum of AS.
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"H-NMR spectrum of A6.
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HR MS spectrum of A6.
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Meas. m/z # lon Formula m/z err [ppm] mSigma Score rdb e Conf N-Rule
489.1016 1 C25H23CIN2NaO3S  489.1010 -12 219 1 100.00 145 even ok
HPLC spectrum of A6.
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"H-NMR spectrum of D1.
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HPLC spectrum of D1.
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HPLC spectrum of E2.
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HPLC spectrum of E4.
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