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	Table S1. Selected compounds with laboratory (Lab) and commercial codes, molecular weight, logP values, binding assessment with MST, TPSA, hydrogen acceptors and donors, rotatable bonds, aromatic ring counts and batch.

		Lab
	Commercial code
	MW1
	logP
	MST2
	TPSA3
	H-Ac4
	H-Do5
	Rot6
	Ar.R7
	Batch

	1
	AE-406/41056341
	349.41
	3.33
	Bind
	63.33
	4
	2
	5
	2
	1

	2
	AE-641/30110038
	274.71
	2.85
	Bind
	50.36
	4
	2
	1
	2
	1

	3
	AE-848/15341128
	282.32
	1.06
	Not
	69.12
	4
	2
	3
	2
	1

	4
	AE-848/15341129
	296.35
	1.41
	Not
	69.12
	4
	2
	3
	2
	1

	5
	AG-205/04546016
	267.29
	2.26
	Bind
	78.01
	5
	3
	2
	3
	1

	6
	AG-389/41558433
	472.37
	2.31
	Not
	103.96
	5
	4
	4
	2
	1

	7
	AG-389/41558610
	477.43
	3.23
	Bind
	91.07
	4
	4
	4
	1
	1

	8
	AG-389/42091799
	475.34
	3.07
	Not
	91.07
	4
	4
	4
	2
	1

	9
	AG-690/12136157
	292.33
	2.74
	Bind
	100.43
	4
	2
	3
	2
	1

	10
	AH-487/41654735
	325.44
	2.84
	Bind
	71.69
	4
	1
	3
	2
	1

	11
	AI-204/41546614
	252.27
	3.29
	Bind
	50.44
	3
	1
	2
	3
	1

	12
	AJ-292/12941387
	328.75
	2.24
	Not
	73.91
	5
	1
	3
	2
	1

	13
	AJ-292/40675184
	359.49
	3.54
	Bind
	110.14
	3
	1
	2
	2
	1

	14
	AJ-292/41342472
	329.47
	3.68
	Not
	100.91
	2
	1
	1
	2
	1

	15
	AJ-292/41686106
	353.45
	3.23
	Bind
	127.80
	7
	2
	5
	3
	1

	16
	AK-693/43460807
	342.81
	2.95
	Not
	75.14
	4
	2
	4
	2
	1

	17
	AK-693/43467054
	328.78
	2.50
	Not
	75.14
	4
	2
	3
	2
	1

	18
	AK-968/11842385
	349.84
	3.15
	Bind
	113.32
	5
	2
	3
	2
	1

	19
	AK-968/11843083
	362.52
	4.48
	Bind
	128.67
	4
	2
	4
	2
	1

	20
	AK-968/12573013
	346.41
	2.97
	Bind
	126.73
	6
	2
	6
	2
	1

	21
	AK-968/13146104
	342.46
	4.18
	Not
	100.43
	4
	2
	4
	2
	1

	22
	AK-968/15361303
	348.79
	3.50
	Bind
	64.68
	4
	1
	2
	3
	1

	23
	AK-968/15361618
	396.75
	3.09
	Not
	73.91
	5
	1
	4
	2
	1

	24
	AK-968/15361666
	366.73
	3.16
	Not
	64.68
	4
	1
	3
	2
	1

	25
	AK-968/37005225
	348.85
	4.06
	Not
	100.43
	4
	2
	3
	2
	1

	26
	AK-968/41922463
	330.21
	1.63
	Not
	52.57
	4
	2
	1
	2
	1

	27
	AN-329/12104195
	288.37
	3.05
	Not
	100.43
	4
	2
	4
	2
	1

	28
	AN-424/12652005
	307.38
	2.94
	Bind
	107.86
	5
	3
	3
	4
	1

	29
	AO-022/43512555
	310.36
	0.09
	Bind
	88.49
	7
	2
	5
	3
	1

	30
	AO-022/43514096
	368.50
	0.43
	Bind
	93.27
	6
	3
	6
	0
	1

	31
	AO-476/15272002
	312.42
	0.82
	Bind
	85.99
	4
	3
	2
	3
	1

	32
	AO-476/42169320
	451.98
	2.63
	Bind
	142.97
	6
	2
	5
	2
	1

	33
	AP-970/41728619
	334.83
	3.72
	Not
	100.43
	4
	2
	3
	2
	1

	34
	AP-970/43374557
	282.30
	3.13
	Bind
	75.36
	5
	2
	3
	3
	1

	35
	AP-970/43507141
	290.32
	3.50
	Bind
	51.19
	4
	1
	2
	4
	1

	36
	AR-434/42807876
	342.44
	1.85
	Not
	86.75
	4
	1
	3
	2
	1

	37
	AR-434/42807998
	340.47
	3.84
	Not
	86.31
	3
	2
	2
	2
	1

	38
	AR-434/42808002
	362.48
	3.67
	Not
	86.31
	3
	2
	4
	3
	1

	39
	AR-434/42808012
	366.44
	3.42
	Bind
	86.31
	3
	2
	4
	3
	1

	40
	AR-434/42808090
	368.87
	3.50
	Not
	86.31
	3
	2
	4
	3
	1

	41
	AR-434/42808120
	291.42
	-0.28
	Not
	78.72
	2
	2
	2
	1
	1

	42
	AT-057/41457296
	298.34
	1.89
	Not
	56.51
	5
	1
	6
	3
	1

	43
	AT-057/43469141
	296.37
	2.65
	Bind
	47.28
	4
	1
	5
	3
	1

	44
	AG-690/09400019
	419.40
	3.56
	Bind
	137.44
	10
	2
	6
	3
	1

	45
	AG-690/09400031
	423.52
	0.11
	Bind
	98.09
	7
	4
	6
	2
	1

	46
	AG-690/09400022
	424.50
	0.09
	Bind
	104.08
	7
	4
	6
	2
	1

	47
	AG-690/11451153
	447.00
	1.71
	Bind
	95.76
	4
	3
	7
	2
	1

	48
	AG-690/09380006
	382.92
	0.35
	Not
	95.76
	4
	3
	5
	1
	1

	49
	AK-918/11667741
	446.37
	2.09
	Bind
	146.80
	9
	1
	7
	3
	1

	50
	AK-918/12156410
	477.47
	4.68
	Bind
	100.98
	7
	1
	7
	4
	1

	51
	AK-918/37182005
	401.37
	3.02
	Bind
	100.98
	7
	1
	6
	3
	1

	52
	AK-918/37182006
	435.82
	3.62
	Bind
	100.98
	7
	1
	6
	3
	1

	53
	AK-918/37182008
	401.37
	3.02
	Bind
	100.98
	7
	1
	6
	3
	1

	54
	AK-918/41676608
	488.71
	5.18
	Bind
	80.75
	6
	0
	6
	3
	1

	55
	AK-918/41676609
	447.87
	4.73
	Bind
	80.75
	6
	0
	7
	3
	1

	56
	AK-918/11239024
	419.82
	3.97
	Not
	80.75
	6
	0
	6
	3
	1

	57
	AJ-292/41701943
	337.33
	2.55
	Bind
	80.75
	6
	0
	5
	2
	1

	58
	AH-487/42533488
	458.97
	4.10
	Bind
	84.09
	6
	1
	6
	3
	1

	59
	AE-641/01143005
	518.99
	5.34
	Bind
	82.06
	6
	1
	9
	3
	1

	60
	AE-848/11783102
	405.46
	5.45
	Bind
	67.01
	5
	2
	5
	5
	2

	61
	AG-205/15424002
	268.32
	2.85
	Not
	58.20
	4
	2
	3
	2
	2

	62
	AG-690/12699523
	287.71
	2.91
	Not
	68.02
	5
	1
	2
	3
	2

	63
	AK-968/11565161
	398.25
	4.92
	Bind
	78.01
	5
	3
	3
	4
	2

	64
	AN-153/11709113
	358.40
	4.80
	Bind
	75.36
	5
	2
	3
	4
	2

	65
	AN-465/12848005
	374.40
	4.04
	Not
	84.59
	6
	2
	5
	4
	2

	66
	AN-979/40712329
	333.41
	3.91
	Not
	86.02
	4
	2
	4
	4
	2

	67
	AO-365/43473174
	296.36
	1.19
	Not
	100.00
	6
	1
	3
	4
	2

	68
	AO-365/43473181
	288.36
	1.22
	Bind
	128.24
	6
	1
	2
	4
	2

	69
	AO-365/43506349
	392.44
	2.11
	Not
	107.08
	8
	0
	4
	5
	2

	70
	AO-365/43506357
	464.55
	3.26
	Not
	116.31
	9
	0
	8
	5
	2

	71
	AO-365/43506375
	376.44
	2.17
	Bind
	97.85
	7
	0
	4
	5
	2

	72
	AO-365/43506390
	376.44
	2.12
	Not
	97.85
	7
	0
	4
	5
	2

	73
	AO-365/43506391
	376.44
	2.12
	Not
	97.85
	7
	0
	4
	5
	2

	74
	AO-365/43506393
	390.47
	2.46
	Not
	97.85
	7
	0
	4
	5
	2

	75
	AO-365/43506404
	392.44
	1.70
	Not
	107.08
	8
	0
	5
	5
	2

	76
	AO-365/43506411
	412.48
	2.97
	Not
	97.85
	7
	0
	4
	6
	2

	77
	AO-365/43506438
	337.37
	1.15
	Not
	114.65
	8
	0
	2
	5
	2

	78
	AO-476/43407160
	407.89
	1.93
	Bind
	112.21
	7
	1
	3
	4
	2

	79
	AP-391/41079124
	331.79
	1.53
	Bind
	99.08
	7
	0
	2
	3
	2

	80
	AP-501/42683594
	372.46
	2.73
	Not
	89.14
	6
	0
	3
	5
	2

	81
	AP-970/12851847
	331.33
	3.12
	Not
	88.25
	6
	2
	3
	4
	2

	82
	AP-970/12851878
	360.37
	3.69
	Bind
	84.59
	6
	2
	5
	4
	2

	83
	AP-970/12950581
	296.33
	3.43
	Bind
	75.36
	5
	2
	3
	3
	2

	84
	Z1461359460
	276.32
	1.59
	Bind
	112.22
	6
	2
	3
	2
	2

	85
	Z1471053176
	321.38
	2.84
	Bind
	67.01
	5
	2
	3
	3
	2

	86
	Z2734673018
	294.31
	3.55
	Bind
	75.36
	5
	2
	3
	3
	2

	87
	Z27804081
	282.34
	3.20
	Bind
	58.20
	4
	2
	3
	2
	2

	88
	Z362691490
	275.33
	2.53
	Not
	99.33
	5
	2
	3
	2
	2

	89
	Z381104608
	272.30
	1.64
	Bind
	60.45
	5
	1
	5
	2
	2

	90
	Z382853588
	297.36
	3.01
	Bind
	70.23
	5
	3
	4
	2
	2

	91
	Z393222774
	340.30
	2.58
	Bind
	60.45
	5
	1
	7
	2
	2

	92
	Z52370402
	314.35
	3.10
	Bind
	70.67
	5
	2
	3
	4
	2

	93
	AG-690/12885973
	267.29
	2.26
	Bind
	78.01
	5
	3
	2
	3
	3

	94
	AG-690/36704020
	358.40
	4.80
	Bind
	75.36
	5
	2
	3
	4
	3

	95
	AP-970/11709026
	387.39
	3.62
	Bind
	104.31
	7
	3
	5
	4
	3

	96
	AK-968/37053064
	284.12
	4.12
	Not
	29.10
	2
	1
	2
	2
	3

	97
	AK-968/05797012
	335.41
	3.60
	Bind
	78.01
	5
	3
	3
	3
	3

	98
	AN-652/43162717
	340.16
	3.59
	Not
	75.63
	5
	2
	4
	2
	3

	99
	AO-548/40119443
	310.35
	3.89
	Bind
	75.36
	5
	2
	4
	3
	3

	100
	AG-205/04546016
	324.38
	4.27
	Bind
	75.36
	5
	2
	4
	3
	3

	101
	AP-970/43374497
	326.18
	3.88
	Bind
	47.56
	4
	1
	4
	2
	3

	102
	AP-970/43374506
	399.23
	5.33
	Not
	75.36
	5
	2
	3
	4
	3

	103
	AP-970/43374513
	324.38
	4.34
	Bind
	75.36
	5
	2
	5
	3
	3

	104
	AO-022/12852838
	324.38
	4.23
	Not
	75.36
	5
	2
	4
	3
	3

	105
	AO-022/12852840
	338.41
	4.66
	Bind
	75.36
	5
	2
	4
	3
	3

	106
	AP-970/12852839
	310.35
	3.93
	Not
	75.36
	5
	2
	4
	3
	3

	107
	AP-970/43482161
	324.38
	4.16
	Not
	75.36
	5
	2
	3
	3
	3

	108
	AP-970/43482165
	310.35
	3.70
	Not
	75.36
	5
	2
	2
	3
	3

	109
	AP-970/43482103
	324.38
	4.16
	Not
	75.36
	5
	2
	3
	3
	3

	110
	AP-970/43482172
	352.43
	4.83
	Not
	75.36
	5
	2
	4
	3
	3

	111
	AP-970/43482180
	352.43
	4.94
	Bind
	75.36
	5
	2
	3
	3
	3

	112
	AP-970/43482206
	310.35
	3.70
	Bind
	75.36
	5
	2
	2
	3
	3

	113
	AP-970/43482168
	338.41
	4.67
	Not
	75.36
	5
	2
	4
	3
	3

	114
	AP-970/43482105
	352.43
	5.11
	Bind
	75.36
	5
	2
	5
	3
	3

	115
	AP-970/43482164
	296.33
	3.47
	Not
	75.36
	5
	2
	3
	3
	3




	
1MW: Molecular Weight (g/mol); 2MST: the label from the Microscale thermophoresis analysis; 3TPSA: Polar Surface Area; 4H-Ac: Hydrogen Acceptors; 5H-Do: Hydrogen Donors; 6Rot: Rotatable Bond Count; 7Ar.R: Aromatic Rings. All properties were calculated using DataWarrior [1] .





	Table S2. Binding affinity and structural similarity of the ten most promising commercially compounds (Lab) compared with four reference WEE1 inhibitors.

		Lab
	Kd (mM)
	Adavosertib
	Azenosertib
	Zedoresertib
	Potrasertib

	1
	4
	0.134
	0.129
	0.106
	0.098

	5
	7.3
	0.126
	0.110
	0.148
	0.135

	31
	5.1
	0.081
	0.067
	0.098
	0.090

	35
	6
	0.113
	0.098
	0.133
	0.122

	63
	2.1
	0.115
	0.101
	0.158
	0.146

	82
	1.6
	0.127
	0.112
	0.135
	0.125

	83
	1.7
	0.120
	0.126
	0.128
	0.118

	94
	5
	0.115
	0.101
	0.170
	0.146

	95
	2.1
	0.117
	0.102
	0.135
	0.125

	103
	3.2
	0.127
	0.133
	0.124
	0.114




	Lab is the laboratory compound identifier. Kd values represent WEE1-binding affinities measured by MST. Tanimoto similarities were calculated using Morgan fingerprints with a radius of 2 and 2,048 bits, with chirality excluded, using RDKit v2026.03.6 [2] . The WEE1-reference inhibitors are Adavosertib, Azenosertib, Zedoresertib, and Potrasertib [3–6].






	Table S3. Binding affinities and Tanimoto similarity summary of the ten most promising commercially compounds (Lab) relative to the DUD-E actives used for pharmacophore generation.

		Lab
	Kd (mM)
	Highest similarity
	ChEMBL ID
	Minimum similarity
	Mean similarity

	1
	4
	0.230
	CHEMBL361347
	0.100
	0.155

	5
	7.3
	0.232
	CHEMBL215764
	0.114
	0.161

	31
	5.1
	0.155
	CHEMBL214341
	0.038
	0.087

	35
	6
	0.227
	CHEMBL181233
	0.078
	0.119

	63
	2.1
	0.247
	CHEMBL213346
	0.114
	0.175

	82
	1.6
	0.250
	CHEMBL369296
	0.102
	0.140

	83
	1.7
	0.209
	CHEMBL435732
	0.084
	0.121

	94
	5
	0.215
	CHEMBL369732
	0.084
	0.126

	95
	2.1
	0.222
	CHEMBL181233
	0.104
	0.151

	103
	3.2
	0.207
	CHEMBL433559
	0.075
	0.131




	Lab is the laboratory compound identifier. Kd values represent WEE1-binding affinities measured by MST. Tanimoto similarities were calculated using Morgan fingerprints with a radius of 2 and 2,048 bits, excluding chirality, using RDKit v2026.03.6 [2] . The highest, minimum, and mean similarity values summarize comparisons with all DUD-E active compounds. The closest DUD-E compound is identified by its ChEMBL ID.
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