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Supplementary Table 4 Information about docking parameters in molecular docking
	Protein name
	PDB ID
	Center x
	Center y
	Center x
	Size x
	Size y
	Size z

	ESR1
	1a52
	106.73
	15.023
	96.616
	14.887
	14.887
	14.887

	GSK3B
	1h8f
	24.967
	15.929
	25.595
	15.446
	15.446
	15.446

	NOS2
	1nsi
	-8.525
	61.186
	7.542
	5.823
	5.823
	5.823

	DPP4
	1nu6
	27.395
	70.567
	40.125
	11.83
	11.83
	11.83

	ESR2
	1qkm
	22.389
	8.15
	113.677
	15.564
	15.564
	15.564

	PGR
	1sqn
	-2.454
	1.531
	25.555
	15.326
	15.326
	15.326

	NR3C2
	2aax
	11.696
	64.026
	4.368
	5.703
	5.703
	5.703

	CA2
	3dc3
	-5.392
	3.077
	15.253
	12.492
	12.492
	12.492

	NR3C1
	3e7c
	95.313
	-4.323
	20.533
	23.265
	23.265
	23.265

	PTGS2
	3hs5
	20.983
	15.625
	66.925
	19.763
	19.763
	19.763

	ACHE
	3lii
	79.251
	66.255
	13.59
	5.711
	5.711
	5.711

	CD40LG
	3lkj
	12.803
	1.227
	15.867
	11.713
	11.713
	11.713

	ADRB2
	3ny8
	-9.2
	15.955
	36.064
	22.115
	22.115
	22.115

	HSP90AA1
	3o0i
	-2.55
	-11.152
	-24.206
	16.548
	16.548
	16.548

	PRSS1
	4wwy
	-14.364
	9.065
	38.747
	5.805
	5.805
	5.805

	OPRM1
	6dde
	119.23
	156.698
	146.946
	5.804
	5.804
	5.804

	PPARG
	6tsg
	-4.341
	-2.257
	-20.282
	17.088
	17.088
	17.088

	SCN5A
	7dtc
	152.92
	119.844
	166.929
	11.925
	11.925
	11.925

	PDE3A
	7l27
	-20.96
	-31.27
	47.58
	30.0
	30.0
	30.0

	HTR2A
	7wc5
	-10.555
	-5.578
	127.434
	21.697
	21.697
	21.697


Other parameters: exhaustiveness = 8, num modes = 9, energy range = 3
