S2 Table: Summary of XP energy decomposition analyses
	 
	XP Descriptors

	Compound
	EHbond
	EPhobEn
	RewLow MW
	ELipophilic
	EElectro
	EPenalties

	20-Hydroxyecdysone
	-1.18
	0
	--
	-5.26
	-0.86
	0.26

	Muristerone A
	-2.16
	-0.56
	--
	-4.71
	-0.87
	0.17

	Ponasterone A
	-2.55
	-0.68
	--
	-5.43
	-0.75
	0.23

	Diacylhydrazine # 28
	-0.57
	-2
	-0.28
	-5
	-0.29
	0.18

	Diacylhydrazine # 37
	-0.51
	-1.3
	-0.29
	-5.35
	-0.14
	0.47

	Diacylhydrazine # 18
	-0.54
	-0.97
	-0.26
	-5.3
	-0.24
	0.24

	Diacylhydrazine # 38
	-0.65
	-0.14
	-0.44
	-4.87
	-0.19
	0.47

	Diacylhydrazine # 36
	-0.7
	-0.87
	-0.28
	-4.65
	-0.11
	0.59
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